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(57) Abstract: The invention relates to crystalline 
molecules or molecular complexes that comprise 
binding pockets of c-Jun N-terminal kinase 3 
(JNK3) or its homologues. The invention also 
relates to crystals comprising JNK3 and an inhibitor. 
The present invention also relates to a computer 
comprising a data storage medium encoded with the 
structural coordinates of JNK3 binding pockets and 
methods of using a computer to evaluate the ability 
of a compound to bind to the molecule or molecular 
complex. This invention also relates to methods of 
using the structure coordinates to solve the structure 
of homologous proteins or protein complexes. In 
addition, this invention relates to methods of using 
the structure coordinates to screen for, design 
and optimize compounds, including agonists and 
antagonists, which bind to INK3 or homologues 
thereof. 
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CRYSTAL STRUCTURES OF JNK- INHIBITOR COMPLEXES AND 
BINDING POCKETS THEREOF 



TECHNICAL FIELD OF INVENTION 

[0001] The present invention relates to crystalline 
molecules or molecular complexes that comprise binding 
pockets of the c-Jun N- terminal kinase 3 (JNK3) and its 
homologues, the structure of these molecules or 
molecular complexes, and methods of using these 
rftolecules or molecular complexes. 

BACKGROUND OF THE INVENTION 

[0002] Mammalian cells respond to extracellular 
stimuli by activating signaling cascades that are 
mediated by members of the mitogen-activated protein 

(MAP) kinase family, which include the extracellular 
signal regulated kinases (ERKs) , the p38 MAP kinases 
and the c~Jun N- terminal kinases (JNK) . MAP kinases 
are serine/threonine kinases that are activated by dual 
phosphorylation of threonine and tyrosine at the Thr-X- 
Tyr segment in the activation loop. MAP kinases 
phosphorylate various substrates including 
transcription factors, which in turn regulate the 
expression of specific sets- of genes and thus mediate a 
specific response to a specific stimulus. 

[0003] Three distinct genes, JNKl, JNK2 , JNK3 have 
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been identified and at least ten different splicing 
isoforms of JNK exist in mammalian cells [S. Gupta 
et al., EMBO J . , 15, pp. 2760-2770 (1996)]. Members of 
the JNK kinases are activated by proinflammatory 
5 cytokines tumor necrosis factor-alpha and interleukin-1 
beta as well as environmental stress, such as 
anisomycin, UV irradiation, hypoxia, and osmotic shock 
[A. Minden et al . , Biochemica et Biophysica Acta , 1333, 
E8 5-F104 (1997) ] . The down-stream substrates of JNK 

10 proteins include transcription factors c-Jun, ATF-2, 
Elkl, p53 and a cell death domain protein (DENN) [Y. 
Zhang et al . Proc . Natl. Acad. Sci, USA , 95, pp. 2586- 
2591 (1998)] . Each of the JNK isoforms binds to these 
substrates with a different affinity, suggesting a 

15 regulation of signaling pathways by substrate 

specificity of different JNK proteins in vivo [S. Gupta 
et al . , 1996] . 

[0004] JNKl and JNK2 are widely expressed in a 
variety of tissues. In contrast, JNK3 is selectively 

2 0 expressed in the brain and to a lesser extent in the 

heart and testis [S. Gupta et al . , (1996), supra; A. A. 
Mohit et al.. Neuron, 14, pp. 67-78 (1995); J.H. Martin 
et al.. Brain Res . Mol . Brain Res . , 35, pp. 47-57 
(1996)]. In the adult human brain, JNK3 expression is 

2 5 localized to a subpopulat ion of pyramidal neurons in 
the CAl, CA4 and subiculum regions of the hippocampus 
and layers 3 and 5 of the neocortex [A. A. Mohit et al . 
(1995) , supra] . The CAl neurons of patients with acute 
hypoxia showed strong nuclear JNK3 -immunoreactivity 

30 compared to minimal, diffuse cytoplasmic staining of 
the hippocampal neurons from brain tissues of normal 
patients [Y. Zhang et al . (1998), supra]. In addition, 
JNK3 CO- localizes immunochemically with neurons 
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vulnerable in Alzheimer's disease [A. A. Mohit et al . , 
(1995) , supra] . Disruption of the JNK3 gene caused 
resistance of mice to the excitotoxic glutamate 
receptor agonist kainic acid, which affected seizure 
5 activity, AP-1 transcriptional activity and apoptosis 
of hippocampal neurons, indicating that the JNK3 
signaling pathway is a critical component in the 
pathogenesis of glutamate neurotoxicity (D. D. Yang 
et al.. Nature, 389, pp. 865-870 (1997)]. Thus, 
10 selective modulation of JNK3 activity could potentially 
provide therapeutic intervention for neurodegenerative 
diseases such as stroke and epilepsy. 

[0005] Accordingly, there has been an interest in 
identifying JNK3 inhibitors that are effective as 

15 therapeutic agents. A challenge has been to provide 
protein kinase inhibitors that act in a selective 
manner. Since there are numerous protein kinases that 
are involved in a variety of cellular responses, 
non-selective inhibitors may lead to unwanted side 

20 effects. 

[0006] Further, the binding of different inhibitors 
may alter the conformation of the binding pocket. 
Information provided by the X-ray crystal structure of 
JNK3- inhibitor complexes would be extremely useful in 

25 iterative drug design of various JNK proteins. The 
determination of the amino acid residues in JNK3 
binding pockets and the determination of the shape of 
those binding pockets would allow one to modify 
inhibitors to bind more favorably to this class of 

30 enzymes. 
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SUMMARY OF THE INVENTION 

[0007] Applicants have solved these problems by 
providing a crystal comprising JNK3 or homologue 
thereof in complex with an inhibitor. Solving these 
5 crystal structures has allowed applicants to determine 
the shape of the inhibitor-binding pocket and amino 
acid residues in the pocket. The invention also 
provides a method for crystallizing JNK- inhibitor 
complexes . 

10 [0008] Thus, the present invention provides 

crystalline molecules or molecular complexes comprising 
the JNK3 inhibitor-binding pockets, or iJNK3-like 
inhibitor-binding pockets that have similar three- 
dimensional shapes . 

15 [0009] The invention further provides a computer 
comprising a data storage medium that comprises the 
structure coordinates of molecules and molecular 
complexes comprising all or part of the JNK3 or JNK3- 
like binding pockets and means for generating three - 

20 dimensional structural information from the structure 
coordinates . The computer may be used to produce 
three-dimensional information of the crystalline 
molecule or molecular complex comprising such binding 
pockets. 

25 [0010] The invention provides methods for screening, 
designing, optimizing, evaluating and identifying 
compounds that bind to the molecules or molecular 
complexes or their binding pockets. The methods can be 
used to identify agonists and antagonists of JNK3 and 

30 its homologues. 

[0011] The invention also provides a method for 
determining at least a portion of the three-dimensional 
structure of molecules or molecular complexes which 
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contain at least some structurally similar features to 
JNK3, particularly JNK3 homologues . This is achieved 
by using at least some of the structural coordinates 
obtained from the JNK3- inhibitor structures. 

5 BRIEF DESCRIPTION OF THE FIGURES 

[0012] Figure 1 lists the atomic structure 

coordinates for unphosphorylated JNK3 in complex with 
N- [4- (5-Methyl-3-phenyl-isoxazol-4-yl) -pyrimidin-2 -yl] - 
acetamide [see WO 200112621, incorporated herein by 

10 reference] (hereinafter " isoxazolel " ) / as derived by X- 
ray diffraction from a crystal of that complex. 
[0013] Figure 2 lists the atomic structure 
coordinates for unphosphorylated JNK3 in complex with 
2 , 4-Dioxo-6-phenylamino-l , 2 , 3 , 4-tetrahydro-pyrimidine- 

15 5-carboxylic acid phenylamide [see WO 2000075118, 
incorporated herein by reference] (hereinafter 
"uracill") as derived by X-ray diffraction from a 
crystal of that complex. 

[0014] Figure 3 lists the atomic structure 
2 0 coordinates for unphosphorylated JNK3 in complex with 
2 -Pyridin-4 -yl- thiazole-4-carboxylic acid (3 - 
trifluoromethyl -phenyl) -amide] [see U.S. patent 
6,274,738, incorporated herein by reference] (herein 
after "thiazolel") as derived by X-ray diffraction from 
25 a crystal of that complex. 

[0015] The following abbreviations are used in 
Figure 1 , 2 and 3 : 

[0016] "Atom type" refers to the element whose 
coordinates are measured. The first letter in the 
30 column defines the element. 

[0017] "Res" refers to the amino acid residue in the 

molecular model . 
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[0018] "X, Y, Z" define the atomic position of the 

element measured - 

[0019] "B" is a thermal factor that measures 
movement of the atom around its atomic center. 
5 [0020] "Occ" is an occupancy factor that refers to 
the fraction of the molecules in which each atom 
occupies the position specified by the coordinates. A 
value of "1" indicates that each atom has the same 
conformation, i.e., the same position, in all molecules 
10 of the crystal. 

[0021] Figure 4 is a structure-based sequence 

alignment of JNK3 , ERK2 , p3 8 and cAPK (SEQ ID NO: 1, 2, 
3 and 4, respectively). 

[0022] Figure 5 is a ribbon representation of the 
15 overall fold of JNK3 . The N-terminal jS strands and 
C-terminal a helices are shown. 

[0023] Figure 6 shows a detailed comparison of the 
active site of JNK3-uracill with that of JNK3 -AMP-PNP . 
The Co; of residues 140-149 of the two structures were 

2 0 superimposed. The figure illustrates the protein 

conformational changes induced by inhibitor binding. 
Figure 6A is viewed from the entrance of the cleft 
where ATP binds; Figure 6B is viewed perpendicular to 
6A. Certain distances between atoms are indicated by 
25 dashed lines. 

[0024] Figure 7 depicts an overlay of the structures 

of AMP-PNP, uracill, thiazolel and isoxazolel. 

[0025] Figure 8 shows the three inhibitors bound in 

the inhibitor-binding pocket. Figure 8A (thiazolel), 

3 0 Figure SB (uracill) , Figure 8C (isoxazolel) . Hydrogen 

bonds are indicated by dashed lines. 
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[0026] Figure 9 shows a diagram of a system used to 
carry out the instructions encoded by the storage 
medium of Figures 10 and 11. 

[0027] Figure 10 shows a cross section of a magnetic 
5 storage medium. 

[0028] Figure 11 shows a cross section of a 
optically-readable data storage medium. 

DETAILED DESCRIPTION OF THE INVENTION 

10 

[0029] In order that the invention described herein 

may be more fully understood, the following detailed 
description is set forth. 

[0030] Throughout the specification, the word 

15 "comprise", or variations such as "comprises" or 

"comprising" will be understood to imply the inclusion 
of a stated integer or groups of integers but not 
exclusion of any other integer or groups of integers. 
[0031] The following abbreviations are used 

2 0 throughout the application: 



A 




Ala 




Alanine 


T 




Thr 




Threonine 


V 




Val 




Valine 


C 




Cys 




Cysteine 


L 




Leu 




Leucine 


Y 




Tyr 




Tyrosine 


I 




He 




Isoleucine 


N 




Asn 




Asparagine 


P 




Pro 




Proline 


Q 




Gin 




Glutamine 


F 




Phe 




Phenylalanine 


D 




Asp 




Aspartic Acid 


W 




Trp 




Tryptophan 


E 




Glu 




Glutamic Acid 


M 




Met 




Methionine 


K 




Lys 




Lysine 


G 




Gly 




Glycine 


R 




Arg 




Arginine 


S 




Ser 




Serine 


H 




His 




Histidine 



[0032] The term "about" when used in the context of 
RMSD values takes into consideration the standard error 
of the RMSD value, which is ± 0.1 A. 

[0033] The term "active site" refers to the portion 
5 of the protein kinase to which the nucleotide substrate 
binds. This site is located at the interface of the N- 
terminal of-helical and C-terminal jS-strand domain, and 
is bordered by the glycine rich loop and the hinge 
[See, Xie et al . , Structure , 6, pp. 983-991 (1998), 
10 incorporated herein by reference] . 

[0034] The term "associating with" refers to a 

condition of proximity between a chemical entity or 
compound, or portions thereof, and a binding pocket or 
binding site on a protein. The association may be non- 
15 covalent -- wherein the juxtaposition is energetically 
favored by hydrogen bonding or van der Waals or 
electrostatic interactions or it may be covalent. 
[0035] The term "binding pocket" refers to a region 
of a molecule or molecular complex, that, as a result 
2 0 of its shape, favorably associates with another 
chemical entity or compound. 

[0036] ^The term "chemical entity" refers to chemical 
compounds, complexes of at least two chemical 
compounds, and fragments of such compounds or 

25 complexes. The chemical entity may be, for example, a 
ligand, a substrate, a nucleotide triphosphate, a 
nucleotide diphosphate, phosphate, a nucleotide, an 
agonist, antagonist, inhibitor, antibody, drug, 
peptide, protein or compound. 

30 [0037] The term "conservative substitutions" refers 

to residues that are physically or functionally similar 
to the corresponding reference residues. That is, a 
conservative substitution and its reference residue 
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have similar size, shape, electric charge, chemical 
properties including the ability to form covalent or 
hydrogen bonds, or the like. Preferred conservative 
substitutions are those fulfilling the criteria defined 
5 for an accepted point mutation in Dayhoff et al . , Atlas 
of Protein Sequence and Structure , 5, pp. 345-352 (1978 
Sc Supp.), which is incorporated herein by reference. 
Examples of conservative substitutions are 
substitutions including but not limited to the 

10 following groups: (a) valine, glycine; (b) glycine, 

alanine; (c) valine, isoleucine, leucine; (d) aspartic 
acid, glutamic acid; (e) asparagine, glutamine; 
(f) serine, threonine; (g) lysine, arginine, 
methionine; and (h) phenylalanine, tyrosine - 

15 [0038] The term "corresponding amino acid" or 

"residue which corresponds to" refers to a particular 
amino acid or analogue thereof in a JNK3 protein or 
JNK3 homologue that corresponds to an amino acid in 
JNK3al. The corresponding amino acid is identical or 

2 0 functionally equivalent to the JNK3al amino acid to 
which it corresponds. 

[003 9] Methods for identifying a corresponding amino 
acid are known in the art and are based upon sequence, 
structural alignment, its functional position or a 

25 combination thereof as compared to the JNK3 kinase. 
For example, corresponding amino acids may be 
identified by superimposing the backbone atoms of the 
amino acids in JNK3 and the JNK3 homologue using well 
known software applications, such as QUANTA (Accelrys, 

30 San Diego, CA ®2 001, 2 002) . The corresponding amino 

acids may also be identified using sequence alignment 
programs such as the "bestfit" program available from 
the Genetics Computer Group which uses the local 
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homology algorithm described by Smith and Waterman in 
Advances in Applied Mathematics 2, 482 (1981), which is 
incorporated herein by reference. 

[0040] The term "crystallization solution" refers to 
5 a solution that promotes crystallization. The solution 
comprises at least one agent, and may include a buffer, 
one or more salts, a precipitating agent, one or more 
detergents, sugars or organic compounds, lanthanide 
ions, a poly-ionic compound and/or a stabilizer. 

10 [0041] The term "domain" refers to a structural unit 

of the JNK3 protein or homologue . The domain can 
comprise a binding pocket, or a sequence or structural 
motif. In vJNK3 , the protein is separated into two 
domains, the N- terminal domain which contains jS strands 

15 and the C-terminal domain which is predominantly a. 
helical - 

[0042] The term "generating a three-dimensional 
structure" refers to converting the lists of structure 
coordinates into structural models in three-dimensional 

20 space. This can be achieved through commercially or 
publicly available software. The three-dimensional 
structure may be displayed as a graphical 
representation or used to perform computer modeling or 
fitting operations. In addition, the structure 

2 5 coordinates themselves may be used to perform computer 
modeling and fitting operations. 

[0043] The term "homology model" refers to a 
structural model derived from known three-dimensional 
structure (s) . Generation of the homology model, termed 
30 "homology modeling", can include sequence alignment, 
residue replacement, residue conformation adjustment 
through energy minimization, or a combination thereof 
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[0044] The term "homologue of JNK3 " or "JNK3 
homologue" refers to a molecule that is homologous to 
JNK3 by three-dimensional structure or sequence and 
retains the kinase activity of a JNK protein. Examples 
5 of homologues include but are not limited to the 

following: JNK protein such as JNKl, JNK2 and JNK3 with 
conservative substitutions, additions, deletions or a 
combination thereof; other JNK proteins such as JNKl, 
.JNK2 or isoforms thereof. - . . 

10 [0045] The term "JNK" refers to the kinases from the 

c-Jun N-terminal kinase family. Examples of this 
family of kinases include but are not limited to JNKl, 
JNK2, JNK3 and isoforms thereof- Isoforrris of JNKl, 
JNK2 and JNK3 include but are not limited to JNKlOfl, 

15 JNKlQ[2, JNKlpl, JNKlp2, JNK2al , JNK2Qf2 , JNK2pl, JNK2p2, 
JNK3Qfl, JNK3Qf2, JNK3pi, JNK3p2, respectively. 
[0046] The term "JNK3 inhibitor-binding pocket" 
refers to that portion of the JNK3 enzyme active site 
to which the inhibitor binds. The inhibitor-binding 

2 0 pocket is defined by the structure coordinates of a 

certain set of amino acid residues present in the JNK3- 
inhibitor structure, as described below. The amino 
acid residues and the shape of the inhibitor-binding 
pocket according to this invention differ from those of 
25 the active site binding pocket described in the JNK3- 
AMP-PNP structure [WO 9957253] . 

[0047] The term "JNK3-like" refers to all or a 
portion of a molecule or molecular complex that has a 
commonality of shape to all or a portion of the JNK3 

3 0 protein. In the JNK3-like inhibitor-binding pocket, 

the commonality of shape is defined by a root mean 
square deviation of the structure coordinates of the 
backbone atoms between the amino acids in the JNK3-like 
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inhibitor-binding pocket and the amino acids in the 
JNK3 inhibitor-binding pocket (as set forth in Figure 1 
2 or 3) . 

[0048] The term "part of a JNK3 inhibitor-binding 
5 pocket" or "part of a JNK3-like inhibitor-binding 
pocket" refers to less than all of the amino acid 
residues that define the JNK3 or JNK3-like inhibitor- 
binding pocket . The structure coordinates of residues 
that constitute part of a JNK3 or JNK3-like inhibitor- 

10 binding pocket may be specific for defining the 

chemical environment of the binding pocket, or useful 
in designing fragments of an inhibitor that may- 
interact with those residues. For example, the portion 
of residues may be key residues that play a role in 

15 ligand binding, or may be residues that are spatially 
related and define a three-dimensional compartment of 
the binding pocket. The residues may be contiguous or 
non- contiguous in primary sequence. 

[0049] In one embodiment, part of the JNK3 or JNK3- 

2 0 like inhibitor-binding pocket is at least two amino 

acid residues- Preferably, the amino acids are Lys93 
and Metl46. In one embodiment, part of an inhibitor- 
binding pocket, comprises at least one residue that is 
not found within 5 or 8 A of the AMP-PNP in the JNK3- 
25 AMP-PNP structure [WO 9957253] . Examples of these 

residues include Pro69, Metll5, Leul26, Leul27, Asnl28, 
Tyrl43, Leul44, Vall45, Lysl98 and Ile205. In another 
embodiment, part of an inhibitor-binding pocket 
comprises at least one residue that underwent 

3 0 conformational change when compared to the residues in 

the JNK3-AMP-PNP structure. Examples of these residues 
include but are not limited to Lys93, Ilel24, Leul26, 
Leul44 and Metl46. In another embodiment, part of an 
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inhibitor-binding pocket comprises Ile70, Gly71, Ser72, 
Asnl52, Cysl54 and Glnl55. In another embodiment, part 
of any inhibitor-binding pocket comprises Ser72, Serl93 
and Asnl52 . 

5 [0050] The term "part of a JNK3 protein" or "part of 
a JNK3 homologue" refers to less than all of the amino 
acid residues of a JNK3 protein or homologue. In one 
embodiment, part of a JNK3 protein or homologue defines 
the binding pockets,- domains or motifs of the protein 

10 or homologue. The structure coordinates of residues 

that constitute part of a JNK3 protein or homologue may 
be specific for defining the chemical environment of 
the protein, or useful in designing fragments of an 
inhibitor that may interact with those residues. The 

15 portion of residues may also be residues that are 
spatially related, and define a three-dimensional 
compartment of a binding pocket, motif or domain. The 
residues may be contiguous or non- contiguous in primary 
sequence. For example, the portion of residues may be 

2 0 key residues that play a role in ligand or substrate 
binding, catalysis or structural stabilization. 
[0051] The term "protein complex" refers to a 
protein associated with a chemical entity, for example, 
a ligand, a substrate, nucleotide triphosphate, an 

2 5 agonist, an antagonist, inhibitor, drug or compound. 

In one embodiment, the chemical entity is an inhibitor 
that induces the Metl46 in JNK3 or corresponding 
methionine in a JNK3 homologue to have . a xl angle in 
the range of -120° to -180° and 45° to 180° upon 

3 0 binding. In one embodiment, the chemical entity is 

selected from the group consisting of N- [4- (5-Methyl-3- 
phenyl-isoxazol-4-yl) -pyrimidin-2 -yl] -acetamide, 2,4- 
Dioxo- 6 -phenyl amino- 1 , 2 , 3 , 4-tetrahydro-pyrimidine-5- 
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carboxylic acid phenylamide, 2-Pyridin-4-yl-thiazole-4- 
carboxylic acid (3- trifluoromethyl -phenyl) -amide, 4- [5- 
(4 -Fluoro -phenyl) -4-pyridin-4-yl-lH-imidazol-2-yl] - 
phenol and 2- (2, 6-Dichloro-phenyl) -2- [5- (2, 4- 
5 dif luorobenzoyl) -pyridin-2 -yl] -acetamide. 

[0052] The term "motif" refers to a portion of the 
JNK3 kinase or homologue that defines a structural 
compartment or carries out a function in the protein, 
for example, catalysis, structural stabilization or 

10 phosphorylation. The motif may be conserved in 

sequence, structure and function when compared to other 
kinases or related proteins. The motif can be 
contiguous in primary sequence or three-dimensional 
space. The motif may comprise a-helices and jS-sheets. 

15 Examples of a motif include but are not limited to a 
binding pocket, active site, phosphorylation lip or 
activation loop, the glycine-rich phosphate anchor 
loop, the catalytic loop and the DFG loop [See, Xie 
et al.. Structure , 6, pp. 983-991 (1998)]. 

2 0 [0053] The term "root mean square deviation" or 

"RMSD" means the square root of the arithmetic mean of 
the squares of the deviations from the mean. It is a 
way to express the deviation or variation from a trend 
or object. The "root mean square deviation" may define 

25 the variation in the backbone and/or sidechains of a 

protein from the backbone and/or sidechains of JNK3 , a 
binding pocket, a motif, a domain, or portion thereof, 
as defined by the structure coordinates of JNK3 
described herein. 

30 [0054] The term "soaked" refers to a process in 
which the crystal is transferred to a solution 
containing the compound to be diffused into the 
crystal . 
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[0055] The term "structure coordinates" refers to 
Cartesian coordinates derived from mathematical 
equations related to the patterns obtained on 
diffraction of a monochromatic beam of X-rays by the 
5 atoms (scattering centers) of a protein or protein 

complex in crystal form. The diffraction data are used 
to calculate an electron density map of the repeating 
unit of the crystal . The electron density maps are 
then used to establish the positions of the individual 

10 atoms of the molecule or molecular complex. 

[0056] The term "sufficiently homologous to JNK3 " 

refers to a protein that has a sequence homology of at 
least 20% compared to JNK3 protein. In other 
embodiments, the sequence homology is at least 4 0%, at 

15 least 60%, at least 80%, at least 90% or at least 95%. 
[0057] The term "three-dimensional structural 
information" refers to information obtained from the 
structure coordinates. Structural information 
generated can include the three-dimensional structure 

20 or graphical representation of the structure. 

Structural information can also be generated when 
subtracting distances between atoms in the structure 
coordinates, calculating chemical energies for a JNK3 
molecule or molecular complex or homologues thereof, 

25 calculating or minimizing energies for an association 
of a JNK3 molecule or molecular complex or homologues 
thereof to a chemical entity. 

Crystallizable Compositions and Crystals of JNK3- 
3 0 inhibitor Complexes 

[005 8] According to one embodiment, the invention 
provides a crystallizable composition or crystal 
comprising a JNK3 protein complexed with an inhibitor 
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or JNK3 homologue complexed with an inhibitor. In one 
embodiment, the JNK3 protein or homologue is 
phosphorylated or unphosphorylated. In another 
embodiment, the JNK3 protein is JNKSal . In one 
5 embodiment, the inhibitor is capable of inducing the 
Met 14 6 in JNK3 or corresponding methionine in a JNK3 
homologue to have a xl angle in the range of -12 0** to - 
180° and 45° to 180° upon binding. In one embodiment, 
the inhibitor is selected from the group consisting of 

10 N- [4- (5-Methyl-3-phenyl-isoxazol-4-yl) -pyrimidin-2 -yl] - 
acetamide, 2 , 4 -Dioxo- 6 -phenyl amino- 1, 2 , 3 , 4 - tetrahydro- 
pyrimidine-5-carboxylic acid phenylamide, 2-Pyridin-4- 
yl-thiazole-4-carboxylic acid (3 - trif luoromethyl - 
phenyl) -amide, 4- [5- (4 -Fluoro-phenyl) -4 -pyridin-4 -yl - 

15 IH- imidazol- 2 -yl] -phenol and 2- (2 , 6-Dichloro-phenyl) -2- 
[5- (2,4-dif luorobenzoyl) -pyridin-2 -yl] -acetamide. 
[0059] For JNK3 protein or a JNK3 protein with amino 
acid substitutions, the N- terminus of the protein can 
be truncated. Specifically, the JNK3 proteins contain 

20 an N-terminal extension of about 40 amino acids as 

compared to JNKl and JNK2 proteins (see for example, 
GenBanlc entries for JNKl, JNK2 and JNK3 proteins, 
NP620637, S71102 and S71104, respectively) . In one 
embodiment, those 40 amino acids are removed from JNK3 

25 proteins in the crystallizable or crystal compositions 
of this invention. 

[0060] In addition, any JNK3 protein or homologue 

thereof in these crystal or crystallizable compositions 
preferably has a C- terminal truncation of about 2 0 
30 amino acids. The C-terminal truncation is helpful in 
obtaining diffraction quality crystals. 
[0061] The crystallizable compositions may further 
comprise a crystallization solution of polyethylene 
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glycol monomethyl ether at between about 10 to 30% v/v, 
ethylene glycol at between about 5 to 2 0% v/v, a 
reducing agent, such as fi-mercaptoethanol at between 
about 5 to 50 mM, and a buffer that maintains pH at 
5 between about 7.0 and 7.5. Preferably, the buffer is 
100 mM Hepes at pH 7.0. 

[0062] In one embodiment, the crystal has a unit 
cell dimension of a= 54.75 A b= 70.48 A, c= 107.66 A, ot 
= /3 = -y = 90° and belongs to space group P212121 , in - 

10 another embodiment, the crystal has a unit cell 

dimension of a= 51.65 A b= 71.01 A, c= 106.7 A, o? = /8 = 
7 = 90*" and belongs to space group P212121. In another 
embodiment, the crystal has a unit cell dimension of a= 
50.74 A b= 71.82 A, c= 107.22 A, of = /? = 7 = 90° and 

15 belongs to space group P212121. It will be readily 
apparent to those skilled in the art that the unit 
cells of the crystal compositions may deviate upto ± 1- 
2 A from the above cell dimensions depending on the 
deviation in the unit cell calculations or 

2 0 conformational change in the protein. 

[0063] The JNK3 protein or homologue thereof may be 
produced by any well-known method, including synthetic 
methods, such as solid phase, liquid phase and 
combination solid phase/liquid phase syntheses; 

2 5 recombinant DNA methods, including cDNA cloning, 

optionally combined with site directed mutagenesis; 
and/or purification of the natural products. In one 
embodiment, the protein is overexpressed from an E. 
coli system. 

30 [0064] The invention also relates to a method of 
making crystals of JNK3- inhibitor complexes or JNK3 
homologue- inhibitor complexes. Such methods comprise 
the steps of : 
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a) producing a composition comprising a 
crystallization solution and a JNK3 protein or 
homologue thereof complexed with an inhibitor; and 

b) subjecting said composition to devices or 
5 conditions which promote crystallization. 

[0065] In one embodiment, the inhibitor is capable 
of inducing the Met 14 6 in JNK3 or corresponding 
methionine in the JNK3 homologue to have a xl angle in 
the range of -12 0° to -180° and 45° to 180° upon 

10 binding. In another embodiment, the inhibitor is 

selected from the group consisting of N- [4- (5-Methyl-3- 
phenyl-isoxazol-4-yl) -pyrimidin-2 -yl] -acetamide, 2 , 4- 
Dioxo-6-phenylamino-l, 2,3, 4-tetrahydro-pyrimidine-5- 
carboxylic acid phenylamide, 2-Pyridin-4-yl-thiazole-4- 

15 carboxylic acid (3- trifluoromethyl -phenyl) -amide, 4- [5- 
(4 -Fluoro- phenyl) -4-pyridin-4-yl-lH-imidazol-2 -yl] - 
phenol and 2- (2 , 6-Dichloro-phenyl) -2- [5- (2 , 4- 
dif luorobenzoyl) -pyridin-2-yl] -acetamide. In another 
embodiment, the crystallization solution is as 

2 0 described previously. In another embodiment, the 

composition is treated with micro-crystals of JNK3 or 
JNK3 complexes or homologues thereof after step (a) but 
prior to step (b) . 

[0066] In each of the above embodiments, it is 
25 preferred that the JNK3 protein is JNK3al . 

[0067] Devices for promoting crystallization can 
include but are not limited to the hanging-drop, 
sitting-drop, dialysis or microtube batch devices. 

[U.S. patent 4,886,646, 5,096,676, 5,130,105, 5,221,410 

3 0 and 5,4 0 0,741; Pav et al . , Proteins : Structure , 

Function, and Genetics , 20, pp. 98-102 (1994), 
incorporated herein by reference] . The hanging-drop or 
sitting-drop methods produce crystals by vapor 
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diffusion. The hanging-drop, sitting-drop, and some 
adaptations of the microbatch methods [D'Arcy et al . , 
J. Cryst. Growth, 168, pp. 175-180 (1996) and Chayen, 
J. Appl. Cryst., 30, pp. 198-202 (1997)] produce 
5 crystals by vapor diffusion. The hanging drop and 

sitting drop containing the crystallizable composition 
is equilibrated in a reservoir containing a higher or 
lower concentration of the precipitant. As the drop 
approaches equilibrium with the reservoir, -the - 
10 saturation of protein in the solution leads to the 
formation of crystals. 

[0068] Microseeding or seeding may be used to obtain 
larger, or better quality (i.e., crystals with higher 
resolution diffraction or single crystals) crystals 

15 from initial micro-crystals. Microseeding involves the 
use of crystalline particles to provide nucleation 
under controlled crystallization conditions. 
Microseeding is used to increase the size and quality 
of crystals. In this instance, micro-crystals are 

2 0 crushed to yield a stock seed solution. The stock seed 
solution is diluted in series. Using a needle, glass 
rod or strand of hair, a small sample from each diluted 
solution is added to a set of equilibrated drops 
containing a protein concentration equal to or less 

25 than a concentration needed to create crystals without 
the presence of seeds. The aim is to end up with a 
single seed crystal that will act to nucleate crystal 
growth in the drop. 

[0069] It would be readily apparent to one of skill 

30 in the art following the teachings of the specification 
to vary the crystallization conditions disclosed herein 
to identify other crystallization conditions that would 
produce crystals of JNK3 homologue, JNK3 homologue 
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complex, other JNK3 proteins or JNK3 protein complexes. 
Such variations include, but are not limited to, 
adjusting pH, protein concentration and/or 
crystallization temperature, changing the identity or 
5 concentration of salt and/or precipitant used, using a 
different method of crystallization, or introducing 
additives such as detergents (e.g., TWEEN 20 
(monolaurate) , LDAO, Brij 3 0 (4 lauryl ether) ) , sugars 
(e.g., glucose, maltose), organic compounds (e.g., 
10 dioxane, dimethyl formamide) , lanthanide ions or 

polyionic compounds that aid in crystallization. High 
throughput crystallization assays may also be used to 
assist in finding or optimizing the crystallization 
conditions • 

15 

Binding Pockets of JNK3 Protein or Homologues thereof 
[0070] As mentioned above, applicants have solved 
the three-dimensional X-ray crystal structure of JNK3al 
in complex with inhibitors. The atomic coordinate data 

20 is presented in Figures 1, 2 and 3. 

[0071] In order to use the structure coordinates 
generated for the JNK3 -inhibitor complex or one of its 
binding pockets or homologues thereof, it is often 
times necessary to convert the structure coordinates 

25 into a three-dimensional shape. This is achieved 

through the use of commercially available software that 
is capable of generating the three-dimensional 
structure of molecules or portions thereof from a set 
of structure coordinates. 

30 [0072] Binding pockets, also referred to as binding 
sites in the present , invention, are of significant 
utility in fields such as drug discovery. The 
association of natural ligands or substrates with the 
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binding pockets of their corresponding receptors or 
enzymes is the basis of many biological mechanisms of 
action. Similarly, many drugs exert their biological 
effects through association with the binding pockets of 
5 receptors and enzymes . An understanding of such 
associations will help lead to the design of drugs 
having more favorable associations with their target 
receptor or enzyme, and thus, improved biological 
effects. Therefore, this information is valuable in 
10 designing potential inhibitors of the binding sites of 
biologically important targets. 

[0073] The structure coordinates described above may 

be used to derive the torsion angles of the side chains 

[S.C. Lovell et al , Proteins: Structure, Function, and 
15 Genetics , 40, 389-408, (2000)]. For example, in 

methionine, xl defines the torsion angle between N, Cof, 
CiS, St; x2 defines the torsion angle between Cot, Cp, 
By, C6; and x3 defines the torsion angle between C^S, 
S7, C6, Ce . 

20 [0074] Surprisingly, it has now been found that for 
the JNK3-isoxazolel and JNK3 -uracil 1 complexes 
(Figure 1 and 2) , the conformation of Met 14 6 is very 
different from the conformations reported for 
methionines at this position in JNK3-AMP-PNP and other 

25 protein kinases. A novel hydrophobic pocket is formed 
around Metl46 upon binding of isoxazolel and uracill. 
In order to compare the conformations of JNK3 and other 
protein kinases at a particular amino acid site, such 
as Metl46, along the polypeptide backbone, well-known 

3 0 procedures may be used for performing sequence 
alignments of the amino acids. Such sequence 
alignments allow for the equivalent sites to be 
compared (see Figure 4) . One such method for 



- 22 - 



performing a sequence alignment is the "bestfit" 
program available from Genetics Computer Group which 
uses the local homology algorithm described by Smith 
and Waterman in Advances in Applied Mathematics 2, 482 
5 (1981) . 

[0075] A suitable amino acid sequence alignment will 
require that the proteins being aligned share a minimum 
percentage of identical amino acids. Generally, a 
first protein being aligned with a second protein 

10 should share in excess of about 35% identical amino 
acids. Hanks et al . , Science , 241, 42 (1988); Hanks 
and Quinn, Methods in Enzymology , 200, 38 (1991) . 
[0076] Equivalents of the Metl46 residue of JNK3 may 

also be identified by its functional position. Metl46 

15 is located in the beginning of the hinge region, and is 
adjacent to residue Glul47. Glul47 uses its backbone 
carbonyl to form a hydrogen bond with the amino group 
(N6) of the adenine base from AMP-PNP in the JNK3-AMP- 
PNP structure [Xie et al . , Structure, 6, pp. 983-991 

20 (1998)1 . A comparison of the torsion angles between 
Met 14 6 in the JNK3- inhibitor complexes and those of 
corresponding methionines in other kinases are 
illustrated in Table 1. The torsion angles were 
determined by the program QUANTA. 



30 
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Table 1 



Proteins 


Xl (°) 


X2 (^) 


x3 r) 


JNK3 -isoxazolel 


-159 


-162 


106 


JNK3 -uracill 


72 


165 


-55 


JNK3-thiazolel 


-54 


128 


-59 


JNK3-AMP-PNP 


-35 


154 


-86 


P387-AMP-PNP ^ 
(Met 109) 


-55 


107 


56 


JNK3-compoundl ^ 


-173 


-164 


125 


JNK3 - compound2 ^ 


144 


-127 


-164 



a Bellon et al . , Structure Fold Pes . , 7, pp.1057 

(1999); PDB accession number 1CM8 . 
b Compoundl is 4- [5- (4-Fluoro-phenyl) -4-pyridin-4- 
yl-lH-imidazol-2-yl] -phenol [see United States 
Patent 5,916,891, incorporated herein by 
reference . ] 

c Compound2 is 2 - (2 , 6-Dichloro-phenyl ) -2 - [5- (2 , 4 - 
dif luorobenzoyl) -pyridin-2 -yl] -acetamide [see 
United States Patent 6,147,080, incorporated 
herein by reference] . 

[0077] In addition, applicants have determined that 
15 JNK3 amino acids Ile70, Ser72 , Val78, Ala91, Ile92, 

Lys93, Ilel24, Leul26, Leul44, Vall45, Metl46, Glul47, 
Leul48, Metl49, AsplSO, AlalSl, Asnl52, Serl93, Vall96 
and Leu206 are within 5 A of isoxazolel. These amino 
acids were identified using the program CNX (Accelrys, 
20 ®2001) . Thus, a binding pocket defined by the 

structural coordinates of these amino acids, as set 
forth in Figure 1 is considered a JNK3- inhibitor 



5 
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binding pocket of this invention. These amino acids 
differ from the amino acids that are within 5 A of the 
AMP-PNP in the JNK3-AMP-PNP structure [WO 9957253] . 
For example, in the JNK3 -AMP-PNP structure, Leul26/ 
5 Leul44 and Vall45 were not found to be within 5 A of 
the AMP-PNP. 

[0078] Applicants have determined that in addition 
to the above amino acids, JNK3 amino acids Pro69, 
GlyVl, Gln75, Gly76, Ile77, Cys79, AlaSO, Val90, Lys94, 

10 Leu95, MetllS, Serl25, Leul27, Asnl28, Tyrl43, Leul53, 
GlnlSS, Prol92, Asnl94, Ilel95, Vall97, Lys204 and 
Asp207 are within 8 A of isoxazolel. These amino acids 
were identified using the program CNX (Accelrys, ®2001) 
Thus, a binding pocket defined by the structural 

15 coordinates of these amino acids, as set forth in 

Figure 1 is considered a JNK3 -inhibitor binding pocket 
of this invention. These amino acids differ from the 
amino acids that are within 8 A of the AMP-PNP in the 
JNK3 -AMP-PNP structure [WO 99572 53] . For example, in 

20 the JNK3 -AMP-PNP structure, Pro69, Metll5, Leul26, 

Leul2 7, Asnl2 8, Tyrl43 were not found to be within 8 A 
of the AMP-PNP. 

[0079] Applicants have also determined that JNK3 
amino acids Ile70, Gln75, Val78, Ala91, Ile92, Lys93, 

25 Ilel24, Leul26, Leul44, Vall45, Metl46, Leul48, Metl49, 
Aspl50, AlalSl, Asnl52, Serl93, Asnl94, Vall96 and 
Leu206 are within 5 A of uracill. These amino acids 
were identified using the program CNX (Accelrys, 
®2001) . Thus, a binding pocket defined by the 

30 structural coordinates of these amino acids, as set 
forth in Figure 2 is considered a JNK3- inhibitor 
binding pocket of this invention. These amino acids 
differ from the amino acids that are within 5 A of the 
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AMP-PNP in the JNK3-AMP-PNP structure [WO 9957253] . 
For example, in the JNK3 -AMP-PNP structure, Leul26, 
Leul44 and Vall45 were not found to be within 5 A of 
the AMP-PNP. 

5 [0080] Applicants have determined that in addition 
to the above amino acids, JNK3 amino acids Gly73, 
Gly76, Ile77, Cys79, AlaSO, Val90, Lys94, Leu95, 
Argl07, Glulll, MetllS, Serl25, Leul27, Asnl28, Tyrl43, 
Glul47, Leul53, -Cysl54, Glnl55, Prol92, Ilel95, Vall97, 

10 Ile205 and Asp207 are within 8 A of uracill. These 
amino acids were identified using the program CNX 
(Accelrys, ®2 001) . Thus, a binding pocket defined by 
the structural coordinates of these amino acids, as set 
forth in Figure 2 is considered a JNK3- inhibitor 

15 binding pocket of this invention. These amino acids 

differ from the amino acids that are within 8 A of the 
AMP-PNP in the JNK3 -AMP-PNP structure [WO 99572 53] . 
For example, in the JNK3-AMP-PNP structure, Metll5, 
Leul26, Leul27, Asnl28, Tyrl43, Ile205 were not found 

2 0 to be within 8 A of the AMP-PNP. 

[0081] In the above inhibitor-binding pockets 
(Figure 1 or 2) , Leul44, Metl46, Ilel24, Leul26 and 
Lys93 show significant variation in conformation from 
those residues in the JNK3 -AMP-PNP structure [WO 
25 9957253] . 

[0082] Applicants have also determined that JNK3 
amino acids Ile70, Val78, Ala91, Lys93, Glulll, Ilel24, 
Metl46, Glul47, Leul48, Metl49, Aspl50, Alal51, Asnl52, 
Glnl55, Vall96 and Leu206 are within 5 A of thiazolel . 

3 0 These amino acids were identified using the program CNX 

(Accelrys, ®2001) . Thus, a binding pocket defined by 
the structural coordinates of those amino acids, as set 
forth in Figure 3 is considered a JNK3- inhibitor 
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binding pocket of this invention. Compared to these 
amino acids, there are more amino acids that are within 
5 A of the AMP-PNP in the JNK3 -AMP-PNP structure [WO 
9957253] . 

5 [0083] Applicants have determined that in addition 
to the above amino acids, JNK3 amino acids Gly71, 
Ser72, Ile77, Cys79, AlaSO, Val90, Ile92, Lys94, Leu95, 
MetllS, Serl25, Leul44, Vall45, Leul53, Cysl54, Serl93, 
Asnl94, Ilel95, Vall97, Lysl98, Lys204, Ile205 and 

10 Asp207 are within 8 A of thiazolel. These amino acids 
were identified using the program CNX (Accelrys, 
®2001) . Thus, a binding pocket defined by the 
structural coordinates of those amino acids, as set 
forth in Figure 3 is considered a JNK3- inhibitor 

15 binding pocket of this invention. These amino acids 

differ from the amino acids that are within 8 A of the 
AMP-PNP in the JNK3-AMP-PNP structure [WO 9957253] . 
For example, in the JNK3 -AMP-PNP structure. Met 115, 
Lysl98, Ile205 were not found to be within 8 A of the 

2 0 AMP-PNP. 

[0084] In addition, applicants have identified an 
inhibitor-binding pocket in the JNK3 -thiazolel 
structure that regulates the binding affinity of 
inhibitors. This inhibitor-binding pocket is defined 
25 by JNK3 amino acids Ile70, Gly71, Ser72, Asnl52, Cysl54 
and Glnl55 according to Figure 3 . 

[0085] Applicants have also identified an inhibitor- 
binding pocket in the JNK3-uracill structure that may 
regulate the binding affinity of inhibitors. This 
30 inhibitor-binding pocket is defined by JNK3 amino acids 
Ser72, Serl93 and Asnl52. 

[0086] It will be readily apparent to those of skill 

in the art that the numbering of amino acids in other 
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isoforms of JNK3 or JNK3 homologues may be different 
than that set forth for JNK3al . Corresponding amino 
acids in other isoforms of JNK3 or JNK3 homologues are 
easily identified by visual inspection of the amino 
5 acid sequences or by using commercially available 
homology software programs . 

[0087] Those of skill in the art understand that a 
set of structure coordinates for an enzyme or an 
enzyme -complex or a portion thereof, is a relative set 

10 of points that define a shape in three dimensions. 

Thus, it is possible that an entirely different set of 
coordinates could define a similar or identical shape. 
Moreover, slight variations in the individual 
coordinates will have little effect on overall shape. 

15 In terms of binding pockets, these variations would not 
be expected to significantly alter the nature of 
ligands that could associate with those pockets. 
[0088] The variations in coordinates discussed above 
may be generated because of mathematical manipulations 

20 of the JNK3- inhibitor structure coordinates. For 
example, the structure coordinates set forth in 
Figure 1, 2 or 3 may undergo crystallographic 
permutations of the structure coordinates, 
f ractionalization of the structure coordinates, integer 

25 additions or subtractions to sets of the structure 

coordinates, inversion of the structure coordinates or 
any combination of the above. 

[0089] Alternatively, modifications in the crystal 

structure due to mutations, additions, substitutions, 
3 0 and/or deletions of amino acids, or other changes in 

any of the components that make up the crystal may also 
account for variations in structure coordinates. If 
such variations are within an acceptable standard error 
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as compared to the original coordinates, the resulting 
three-dimensional shape is considered to be the same. 
Thus, for example, a ligand that bound to the 
inhibitor-binding pocket of JNK3 would also be expected 
5 to bind to another binding pocket whose structure 

coordinates defined a shape that fell within the RMSD 
value . 

[0090] Various computational analyses may be 
necessary to determine whether a binding pocket, motif, 

10 domain or portion thereof of a molecule or molecular 

complex is sufficiently similar to the binding pocket, 
motif, domain or portion thereof of JNK3 . Such 
analyses may be carried out in well known software 
applications, such as ProFit [A. C.R. Martin, ProFit 

15 version 1.8, http://www.bioinf.org.uk/software], Swiss- 
Pdb Viewer [Guex et al . , Electrophoresis , 18, pp. 2714- 
2723 (1997)], the Molecular Similarity application of 
QUANTA [Accelrys, San Diego, CA ® 2001, 2002] and as 
described in the accompanying User's Guide, which are 

20 incorporated herein by reference. 

[0091] The above programs permit comparisons between 
different structures, different conformations of the 
same structure, and different parts of the same 
structure. The procedure used in QUANTA and Swiss-Pdb 

25 Viewer to compare structures is divided into four 
steps: 1) load the structures to be compared; 

2) define the atom equivalences in these structures; 

3) perform a fitting operation on the structures; and 

4) analyze the results. The procedure used in ProFit 
30 to compare structures includes the following steps: 

1) load the structures to be compared; 2) specify 
selected residues of interest; 3) define the atom 
equivalences in the selected residues; 4) perform a 
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fitting operation on the selected residues; and 
5) analyze the results. 

[0092] Each structure is identified by a name. One 
structure is identified as the target (i.e., the fixed 
5 structure) ; all remaining structures are working 
structures (i.e., moving structures). Since atom 
equivalency within QUANTA is defined by user input, 
protein backbone atoms (N, Ca, C and O) or all protein 
atoms may be. defined as equivalent atoms for JNK3 amino 
10 acids and corresponding amino acids in the structures 
being compared. 

[0093] The corresponding amino acids may be 

identified by sequence alignment programs such as the 
"bestfit" program available from the Genetics Computer 
15 Group which uses the local homology algorithm described 
by Smith and Waterman in Advances in Applied 
Mathematics 2, 482 (1981), which is incorporated herein 
by reference. A suitable amino acid sequence alignment 
will require that the proteins being aligned share 

2 0 minimum percentage of identical amino acids. 

Generally, a first protein being aligned with a second 
protein should share in excess of about 35% identical 
amino acids [Hanks et al . , Science , 241, 42 (1988); 
Hanks and Quinn, Methods in Enzymology , 200, 38 
25 (1991)]. The identification of equivalent residues can 
also be assisted by secondary structure alignment, for 
example, aligning the ce-helices, /J-sheets in the 
structure. The program Swiss-Pdb viewer utilizes a best 
fit algorithm that is based on secondary sequence 

3 0 alignment. 

[0094] When a rigid fitting method is used, the 
working structure is translated and rotated to obtain 
an optimum fit with the target structure. The fitting 
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operation uses an algorithm that computes the optimum 
translation and rotation to be applied to the moving 
structure, such that the root mean square difference of 
the fit over the specified pairs of equivalent atom is 
5 an absolute minimum. This number, given in angstroms, 
is reported by QUANTA. 

[0095] The RMSD values between the backbone atoms of 
amino acid residues in the inhibitor-binding pocket of 
JNK3 -inhibitor complexes (Figure 1 or 2) and those of 

10 the corresponding amino acid residues in the JNK3-AMP- 
PNP complex are illustrated in Table 2 . Amino acid 
residues Lys93, Ilel24, Leul26, Leul44, Metl46 (SETl) 
and amino acid residues Ile70, Gly71, Ser72, Asnl52, 
Cysl54 and Glnl55 (SET2) in the JNK3 inhibitor-binding 

15 pocket were used in the RMSD calculation. In addition, 
the RMSD values of the backbone atoms of the amino acid 
residues of vJNK3-isoxazolel , JNK3 -uracil 1 and JNK3- 
thiazolel compared to those of JNK3-AMP-PNP is 0.99 A, 
0.77 A and 0.56 A, respectively. The RMSD values of 

2 0 all atoms (including backbone and sidechain atoms) of 
the amino acid residues of JNK3 -isoxazolel , iJNK3- 
uracill and JNK3 - thiazolel compared to those of JNK3- 
AMP-PNP is 1.41 A, 0.97 A and 0.90 A, respectively. 
The RMSD values are averages of individual RMSD values 

2 5 and were calculated by the program QUANTA. 
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Table 2 



Proteins 


RMbD or bhiXl 

amino acids (A) 


KMoiJ or oiii-i 

amino acids (A) 


JNK3'isoxazolel 
and JNK3-AMP-PNP ^ 


0 .43 




JNK3-uracill and 
JNK3-AMP-PNP 


0 .37 


1.15 



a Xie et al . , Structure , 6, pp. 983-991 (1998); PDB 
accession number IJNK. The Protein Data Bank is 
5 an international repository for three dimensional 

structures and can be located at 
www . rcsb . org/ pdb/ . 

[0096] For the purpose of this invention, any 

10 molecule, molecular complex, binding pocket, motif, 

domain thereof or portion thereof that is within a root 
mean square deviation for backbone atoms (N, Co:, C, O) 
when superimposed on the relevant backbone atoms 
described by structure coordinates listed in Figure 1, 

15 2 or 3 are encompassed by this invention. 

[0097] Therefore, one embodiment of this invention 
provides a crystalline molecule or molecular complex 
comprising a binding pocket defined by structure 
coordinates of a set of amino acid residues which 

20 correspond to JNK3 amino acid residues Ile70, Ser72, 
Val78, Ala91, Ile92, Lys93, Ilel24, Leul26, Leul44, 
Vall45, Metl46, Glul47, Leul48, Metl49, AsplSO, Alal51, 
Asnl52, Serl93, Vall96 and Leu206 according to 
Figure 1, wherein the root mean square deviation of the 

25 backbone atoms between said set of amino acid residues 
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of said molecule or molecular complex and said JNK3 
amino acid residues is not greater than about 0.5, 0.3 
or 0.2 A. 

[0098] The above set of amino acid residues may 
5 further comprise amino acid residues which correspond 
to JNK3 amino acid residues Pro69, Gly71, Gln75, Gly76, 
Ile77, Cys79, AlaSO, Val90, Lys94, Leu95, MetllS, 
Serl25, Leul27, Asnl28, Tyrl43, Leul53, Glnl55, Prol92, 
. Asnl94, llel95, Vall97, Lys204 and Asp207 according to 
10 Figure 1, wherein the root mean square deviation of the 
backbone atoms between said set of amino acid residues 
of said molecule or molecular complex and said JNK3 
amino acid residues is not greater than about 0.8, 0.6, 
0.4 or 0.2 A. 

15 [0099] One embodiment of this invention provides a 
crystalline molecule or molecular complex comprising a 
binding pocket defined by structure coordinates of a 
set of amino acid residues which correspond to JNK3 
amino acid residues Ile70, Gln75, Val78, Ala91, Ile92, 

20 Lys93, Ilel24, Leul26, Leul44, Vall45, Metl46, Leul48, 
Metl49, Aspl50, Alal51, Asnl52, Serl93, Asnl94, Vall96 
and Leu206 according to Figure 2, wherein the root mean 
square deviation of the backbone atoms between said set 
of amino acid residues of said molecule or molecular 

2 5 complex and said JNK3 amino acid residues is not 
greater than about 0.6, 0.4 or 0.2 A. 
[0100] The above set of amino acid residues may 

further comprise amino acid residues which correspond 
to JNK3 amino acid residues Gly73, Gly76, Ile77, Cys79, 

30 AlaSO, Val90, Lys94, Leu95, Argl07> Glulll, MetllS, 

Serl25, Leul27, Asnl28, Tyrl43, Glul47, Leul53, Cysl54, 
Glnl55, Prol92, Ilel95, Vall97, Ile205 and Asp207 
according to Figure 2 , wherein the root mean square 
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deviation of the backbone atoms between said set of 
amino acid residues of said molecule or molecular 
complex and said JNK3 amino acid residues is not 
greater than about 0.7, 0.5, 0.3 or 0.2 A. 
5 [0101] One embodiment of this invention provides a 
cirystalline molecule or molecular complex comprising a 
binding pocket defined by structure coordinates of a 
set of amino acid residues which correspond to JNK3 
amino acid residues Ile70, Val78, Ala91, Lys93, Glulll, 

10 Ilel24, Metl46, Glul47, Leul48, Metl49, AsplSO, AlalSl, 
Asnl52, Glnl55, Vall96 and Leu206 according to 
Figure 3, wherein the root mean square deviation of the 
backbone atoms between said set of amino acid residues 
of said molecule or molecular complex and said JNK3 

15 amino acid residues is not greater than about 0.4, 0.3 
or 0-2 A. 

[0102] The above set of amino acid residues may 
further comprise JNK3 amino acid residues Gly71, Ser72, 
Ile77, Cys79, AlaSO, Val90, Ile92, Lys94, Leu95, 

20 Metll5, Serl25, Leul44, Vall45, Leul53, Cysl54, Serl93, 
Asnl94, Ilel95, Vall97, Lysl98, Lys204, Ile205 and 
Asp207 according to Figure 3, wherein the root mean 
square deviation of the backbone atoms between said set 
of amino acid residues of said molecule or molecular 

25 complex and said JNK3 amino acid residues is not 
greater than about 0.5, 0.3 or 0.2 A. 
[0103] In another embodiment of the invention 

provides a crystalline molecule or molecular complex 
comprising a binding pocket defined by structure 

3 0 coordinates of a set of amino acid residues which 

correspond to JNK3 amino acid residues Lys93 and Metl46 
according to Figure 1 or 2, wherein the root mean 
square deviation of the backbone atoms between said set 
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of amino acid residues of said molecule or molecular 
complex and said JNK3 amino acid residues is not 
greater than about 0.2 A. 

[0104] In another embodiment of the invention 

5 provides a crystalline molecule or molecular complex 
comprising a binding pocket defined by structure 
coordinates of a set of amino acid residues which 
correspond to JNK3 amino acid residues Lys93, Ilel24, 
Leul2 6, Leul44 and Met 14 6 according to Figure 1 or 2, 

10 wherein the root mean square deviation of the backbone 
atoms between said set of amino acid residues of said 
molecule or molecular complex and said JNK3 amino acid 
residues is not greater than about 0.3 A or 0.2 A. 
[0105] In another embodiment of the invention 

15 provides a crystalline molecule or molecular complex 
comprising a binding pocket defined by structure 
coordinates of a set of amino acid residues which 
correspond to JNK3 amino acid residues Serl93 and 
Asnl52 according to Figure 2, wherein the root mean 

2 0 square deviation of the backbone atoms between said set 

of amino acid residues of said molecule or molecular 
complex and said JNK3 amino acid residues is not 
greater than about 0.2 A. 

[0106] In another embodiment of the invention 
25 provides a crystalline molecule or molecular complex 
comprising a binding pocket defined by structure 
coordinates of a set of amino acid residues which 
correspond to JNK3 amino acid residues IleVO, Gly71, 
Ser72, Asnl52, Cysl54 and GlnlSS according to Figure 3, 

3 0 wherein the root mean square deviation of the backbone 

atoms between said set of amino acid residues of said 
molecule or molecular complex and said JNK3 amino acid 
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residues is not greater than about 1.0, 0.8, 0.6, 0.4 
or 0.2 A. 

[0107] In another embodiment of the invention 
provides a crystalline molecule or molecular complex 
5 comprising a protein defined by structure coordinates 
of a set of amino acid residues which correspond to 
JNK3 amino acid residues set forth in Figure 1, wherein 
the root mean square deviation of the backbone atoms 
between said set of amino acid residues of said protein 
10 and said JNK3 amino acid residues is not more than 
about 0.9, 0.7, 0.5 or 0.3 A. 

[0108] In another embodiment of the invention 

provides a crystalline molecule or molecular complex 
comprising a protein defined by structure coordinates 

15 of a set of amino acid residues which correspond to 

JNK3 amino acid residues set forth in Figure 2, wherein 
the root mean square deviation of the backbone atoms 
between said set of amino acid residues of . said protein 
and said JNK3 amino acid residues is not more than 

2 0 about 0.7, 0.5 or 0.3 A. 

[0109] In another embodiment of the invention 

provides a crystalline molecule or molecular complex 
comprising a protein defined by structure coordinates 
of a set of amino acid residues which correspond to 

25 JNK3 amino acid residues set forth in Figure 3, wherein 
the root mean square deviation of the backbone atoms 
between said set of amino acid residues of said protein 
and said JNK3 amino acid residues is not more than 
about 0.45, 0.3 or 0.2 A. 

30 [0110] In another embodiment of the invention 

provides a crystalline molecular complex comprising a 
protein defined by structure coordinates of a set of 
amino acid residues which are identical to JNK3 amino 
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acid residues set forth in Figure 1, wherein the root 
mean square deviation between all atoms of said set of 
amino acid residues of said protein and said JNK3 amino 
acid residues is not more than about 1.3, 1.1/ 0,9, 0,7 
5 or 0.5 A. 

[0111] In another embodiment of the invention 
provides a crystalline molecular complex comprising a 
protein defined by structure coordinates of a set of 
amino acid residues which are identical to JNK3 amino 
10 acid residues set forth in Figure 2, wherein the root 
mean square deviation between all atoms of said set of 
amino acid residues of said protein and said JNK3 amino 
acid residues is not more than about 0.9, 0.7, 0.5 or 
0.3 A. 

15 [0112] In another embodiment of the invention 

provides a crystalline molecular complex comprising a 
protein defined by structure coordinates of a set of 
amino acid residues which are identical to JNK3 amino 
acid residues set forth in Figure 3, wherein the root 

2 0 mean square deviation between all atoms of said set of 
amino acid residues of said protein and said JNK3 amino 
acid residues is not more than about 0.8, 0.6, 0.4 or 
0.2 A, 

[0113] In yet another embodiment of the invention 
25 provides a crystalline molecular complex comprising a 
protein kinase, wherein the protein kinase comprises a 
methionine residue that corresponds to Metl46 of JNK3 , 
wherein the xl angle is in the range of about -12 O*' to 
-180° and 45*" to 180°. In one embodiment, the protein 
30 kinase is a JNK3 protein or a JNK3 homologue. In one 
embodiment, the xl angle is in the range of -150° to - 
180°, the x2 angle is in the range of -150° to -170°, 
and the x3 angle is in the range of 95° to 135°. In 
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another embodiment, the xl 
to 80°, the x2 angle is in 
and the x3 angle is in the 
another embodiment, the xl 
5 135° to 155°, the x2 angle 
-135°, and the x3 angle is 
175° . 



angle is in the range of 60° 
the range of 155° to 175°, 
range of -45° to -65°. In 
angle is in the range of 
is in the range of -115° to 
in the range of -155° to - 



Computer Systems 

10 [0114] According to another embodiment, this 

invention provides a machine -readable data storage 
medium, comprising a data storage material encoded with 
machine -readable data, wherein said data defines the 
above-mentioned molecules or molecular complexes. In 

15 one embodiment, the data defines the above-mentioned 

binding pockets by comprising the structure coordinates 
of said amino acid residues according to Figure 1, 2 or 
3 . To use the structure coordinates generated for JNK3 
homologues thereof, or one of its binding pockets, it 

20 is at times necessary to convert them into a three- 
dimensional shape or to generate three-dimensional 
structural information from them. This is achieved 
through the use of commercially or publicly available 
software that is capable of generating a three- 

25 dimensional structure of molecules or portions thereof 
from a set of structure coordinates. In one 
embodiment, the three-dimensional structure may be 
displayed as a graphical representation. 
[0115] Therefore, according to another embodiment, 

30 this invention provides a machine -readable data storage 
medium comprising a data storage material encoded with 
machine readable data. In one embodiment, a machine 
programmed with instructions for using said data, is 
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capable of generating a three-dimensional structure of 
any of the molecule or molecular complexes, or binding 
pockets thereof, that are described herein. 
[0116] This invention also provides a computer 
5 comprising: 

a) a machine -readable data storage medium 
comprising a data storage material encoded with 
machine -readable data, wherein the data defines any one 
of the above binding pockets or protein of the molecule 

10 or molecular complex; 

b) a working memory for storing 
instructions for processing said machine -readable data; 

c) a central processing unit (CPU) coupled 
to the working memory and to the machine -readable data 

15 storage medium for processing said machine readable 

data as well as an instruction or set of instructions 
for generating three-dimensional structural information 
of said binding pocket or protein; and 

d) output hardware coupled to the CPU for 
20 outputting three-dimensional structural information of 

the binding pocket or protein, or information produced 
by using the three-dimensional structural information 
of said binding pocket or protein. The output hardware 
may include monitors, touchscreens, printers, facsimile 

25 machines, modems, disk drives, CD-ROMs, etc. 

[0117] Three-dimensional data generation may be 
provided by an instruction or set of instructions such 
as a computer program or commands for generating a 
three-dimensional structure or graphical representation 

30 from structure coordinates, or by subtracting distances 
between atoms, calculating chemical energies for a JNK3 
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molecule or molecular complex or homologues thereof, or 
calculating or minimizing energies for an association 
of a JNK3 molecule or molecular complex or homologues 
thereof to a chemical entity. The graphical 
5 representation can be generated or displayed by 

commercially available software programs. Examples of 
software programs include but are not limited to QUANTA 
[Accelrys ®2001, 2002], O [Jones et al . , Acta 
Crystallogr . A47, pp. 110-119 (1991)] and RIBBONS 

10 [Carson, J. Appl . Crystallogr ., 24, pp. 9589-961 

(1991)], which are incorporated herein by reference. 
Certain software programs may imbue this representation 
with physico-chemical attributes which are Jcnown from 
the chemical composition of the molecule, such as 

15 residue charge, hydrophobic ity, torsional and 

rotational degrees of freedom for the residue or 
segment, etc. Examples of software programs for 
calculating chemical energies are described in the 
Rational Drug Design section. 

2 0 [0118] Information about said binding poclcet or 

information produced by using said binding poclcet can 
be outputted through display terminals, touchscreens , 
printers, modems, facsimile machines, CD-ROMs or dislc 
drives. The information can be in graphical or 

2 5 alphanumeric form. 

[0119] Figure 9 demonstrates one version of these 
embodiments. System 10 includes a computer 11 
comprising a central processing unit ("CPU") 20, a 
worlcing memory 22 which may be, e.g., RAM (random- 

3 0 access memory) or "core" memory, mass storage memory 24 

(such as one or more disJc drives or CD-ROM drives) , one 
or more cathode-ray tube ("CRT") display terminals 26, 
one or more keyboards 28, one or more input lines 30, 
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and one or more output lines 40, all of which are 
interconnected by a conventional bi-directional system 
bus 5 0 . 

[0120] Input hardware 35, coupled to computer 11 by 
5 input lines 30, may be implemented in a variety of 

ways. Machine -readable data of this invention may be 
inputted via the use of a modem or modems 32 connected 
by a telephone line or dedicated data line 34. 
Alternatively or additionally, the input hardware 35 
10 may comprise CD-ROM drives or disk drives 24. In 

conjunction with display terminal 26, keyboard 28 may 
also be used as an input device. 

[0121] Output hardware 46, coupled to computer 11 by 
output lines 40, may similarly be implemented by 

15 conventional devices. By way of example, output 

hardware 4 6 may include CRT display terminal 2 6 for 
displaying a graphical representation of a binding 
pocket of this invention using a program such as QUANTA 
as described herein. Output hardware might also 

20 include a printer 42, so that hard copy output may be 
produced, or a disk drive 24, to store system output 
for later use. Output hardware may also include a 
display terminal, a CD or DVD recorder, ZIP™ or JAZ™ 
drive, or other machine -readable data storage device. 

25 [0122] In operation, CPU 20 coordinates the use of 

the various input and output devices 35, 46, 
coordinates data accesses from mass storage 24 and 
accesses to and from working memory 22, and determines 
the sequence of data processing steps. A number of 

3 0 programs may be used to process the machine -readable 

data of this invention. Such programs are discussed in 
reference to the computational methods of drug 
discovery as described herein. Specific references to 
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components of the hardware system 10 are included as 
appropriate throughout the following description of the 
data storage medium. 

[0123] Figure 10 shows a cross section of a magnetic 
5 data storage medium 100 which can be encoded with a 
machine -readable data that can be carried out by a 
system such as system 10 of Figure 9. Medium 100 can 
be a conventional floppy diskette or hard disk, having 
a suitable substrate 101, which may be conventional, 

10 and a suitable coating 102, which may be conventional, 
on one or both sides, containing magnetic domains (not 
visible) whose polarity or orientation can be altered 
magnetically. Medium 100 may also have an opening (not 
shown) for receiving the spindle of a disk drive or 

15 other data storage device 24 . 

[0124] The magnetic domains of coating 102 of medium 
100 are polarized or oriented so as to encode in a 
manner that may be conventional, machine readable data 
such as that described herein, for execution by a 

2 0 system such as system 10 of Figure 9. 

[0125] Figure 11 shows a cross section of an 
optically-readable data storage medium 110 which also 
can be encoded with such a machine-readable data, or 
set of instructions, which can be carried out by a 

25 system such as system 10 of Figure 9. Medium 110 can 
be a conventional compact disk read only memory (CD- 
ROM) or a rewritable medium such as a magneto-optical 
disk that is optically readable and magneto-optically 
writable. Medium 100 preferably has a suitable 

30 substrate 111, which may be conventional, and a 
suitable coating 112, which may be conventional, 
usually of one side of substrate 111, 
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[0126] In the case of CD-ROM, as is well known, 

coating 112 is reflective and is impressed with a 
plurality of pits 113 to encode the machine -readable 
data. The arrangement of pits is read by reflecting 
5 laser light off the surface of coating 112. A 
protective coating 114, which preferably is 
substantially transparent, is provided on top of 
coating 112 . 

[0127] In the case of a magneto-optical disk, as is 

10 well known, coating 112 has no pits 113, but has a 

plurality of magnetic domains whose polarity or 

orientation can be changed magnetically when heated 

above a certain temperature, as by a laser (not shown) . 

The orientation of the domains can be read by measuring 
15 the polarization of laser light reflected from coating t 

112 . The arrangement of the domains encodes the data 

as described above. 

[0128] In one embodiment, the structure coordinates k 
of said molecules or molecular complexes are produced ^' 

20 by homology modeling of at least a portion of the 

structure coordinates of Figure 1, 2 or 3 . Homology 
modeling can be used to generate structural models of 
JNK3 homologues or other homologous proteins based on 
the known structure of JNK3 . This can be achieved by 

25 performing one or more of the following steps: 

performing sequence alignment between the amino acid 
sequence of an unknown molecule against the amino acid 
of JNK3 ; identifying conserved and variable regions by 
sequence or structure; generating structure co-ordinates 

3 0 for structurally conserved residues of the unknown 

structure from those of JNK3 ; generating conformations 
for the structurally variable residues in the unknown 
structure; replacing the non-conserved residues of JNK3 
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with residues in the unknown structure; building side 
chain conformations; and refining and/or evaluating the 
unknown structure . 

[012 9] For example, since the protein sequence of 
5 the catalytic domains of JNK3 and JNKl or JNK2 can be 
aligned relative to each other, it is possible to 
construct models of the structures of JNKl or JNK2 , 
particularly in the regions of the active site, using 
the aJNK3 structure. Software programs that are useful in - 

10 homology modeling include XALIGN [Wishart, D. S. et al . , 
Comput. Appl. Biosci, , 10, pp. 687-88 (1994)] and 
CLUSTAL W Alignment Tool [Higgins D. G. et al . , Methods 
Enzymol , 266, pp. 383-402 (1996)]. See also, U.S. Patent 
No. 5,884,230. These references are incorporated herein 

15 by reference. 

[0130] To perform the sequence alignment, programs 
such as the "bestfit" program available from the 
Genetics Computer Group [Waterman in Advances in 
Applied Mathematics 2, 482 (1981), which is 

2 0 incorporated herein by reference] and CLUSTAL W 

Alignment Tool [Higgins D. G. et al . , Methods Enzymol , 
266, pp. 383-402 (1996) , which is incorporated by 
reference] can be used. To model the amino acid side 
chains of JNKl or JNK2 , the amino acid residues in JNK3 

2 5 can be replaced, using a computer graphics program such 

as "O" [Jones et al, (1991) Acta Cryst . Sect. A , 47: 
110-119] , by those of the homologous protein, where they 
differ. The same orientation or a different orientation 
of the amino acid can be used. Insertions and deletions 

3 0 of amino acid residues may be necessary where gaps occur 

in the sequence alignment. However, certain portions of 
the active site of JNK3 and its homologues are highly 
conserved with essentially no insertions and deletions. 
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[0131] Homology modeling can be performed using, for 
example, the computer programs SWISS -MODEL available 
through Glaxo Wellcome Experimental Research in Geneva, 
Switzerland; WHATIF available on EMBL servers; Schnare 
5 et al-, J, Mol- Biol , 256: 701-719 (1996); Blundell et 
al.. Nature 326: 347-352 (1987); Fetrow and Bryant, 
Bio/Technology 11:479-484 (1993); Greer, Methods in 
Enzymology 202: 239-252 (1991); and Johnson et al , Grit . 
Rev. Biochem. Mol Biol. 29:1-68 (1994). An example of 

10 homology modeling can be found, for example, in Szklarz 
G,D., Life Sci. 61: 2507-2520 (1997). These references 
are incorporated herein by reference . 
[0132] Thus, in accordance with the present 
invention, data capable of generating the three 

15 dimensional structure of the above molecules or 

molecular complexes, or binding pockets thereof, can be 
stored in a machine -readable storage medium, which is 
capable of displaying three-dimensional structural 
information or a graphical three-dimensional 

20 representation of the structure. 

Rational Drug Design 

[0133] The JNK3 structure coordinates or the three- 
dimensional graphical representation generated from 
25 these coordinates may be used in conjunction with a 
computer for a variety of purposes, including drug 
discovery . 

[0134] For example, the structure encoded by the 

data may be computationally evaluated for its ability 
30 to associate with chemical entities. Chemical entities 
that associate with JNK3 may inhibit or activate JNK3 
or its homologues, and are potential drug candidates. 
Alternatively, the structure encoded by the data may be 
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displayed in a graphical three-dimensional 
representation on a computer screen. This allows 
visual inspection of the structure, as well as visual 
inspection of the structure's association with chemical 
5 entities - 

[0135] Thus, according to another embodiment, the 
invention provides a method for designing, selecting 
and/or optimizing a chemical entity that binds to the 
molecule or molecular complex comprising the steps of: 

10 (a) providing the structure coordinates of 

said molecule or molecular complex on a computer 
comprising the means for generating three-dimensional 
structural information from said structure coordinates; 
and 

15 (b) designing, selecting and/or optimizing 

said chemical entity by employing means for performing 
a fitting operation between said chemical entity and 
said three-dimensional structural information of said 
molecule or molecular complex. 

2 0 [013 6] Three-dimensional structural information in 

step (a) may be generated by instructions such as a 
computer program or commands that can generate a three- 
dimensional structure or graphical representation; 
subtract distances between atoms; calculate chemical 
25 energies for a JNK3 molecule, molecular complex or 

homologues thereof; or calculate or minimize energies 
of an association of JNK3 molecule, molecular complex 
or homologues thereof to a chemical entity. These 
types of computer programs are known in the art. The 

3 0 graphical representation can be generated or displayed 

by commercially available software programs. Examples 
of software programs include but are not limited to 
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QUANTA [Accelrys ®2001, 2002], O [Jones et al . , Acta 
Crystallogr , A47, pp. 110-119 (1991)] and RIBBONS 
[Carson, J. Appl . Crystallogr ., 24, pp. 9589-961 
(1991)], wtiich are incorporated herein by reference. 
5 Certain software programs may imbue tliis representation 
Witt! physico-cliemical attributes wliicli are Icnown from 
the chemical composition of the molecule, such as 
residue charge, hydrophobic ity, torsional and 
rotational degrees of freedom for the residue or 

10 segment, etc. Examples of software programs for 

calculating chemical energies are described below. 
[0137] Another embodiment of the invention provides 
a method for evaluating the potential of a chemical 
entity to associate with the molecule or molecular 

15 complex as described previously. 

[0138] This method comprises the steps of: a) 
employing computational means to perform a fitting 
operation between the chemical entity and the molecule 
or molecular complex described before; b) analyzing the 

20 results of said fitting operation to quantify the 
association between the chemical entity and the 
molecule or molecular complex; and, optionally, c) 
outputting said quantified association to a suitable 
output hardware, such as a CRT display terminal, a CD 

2 5 or DVD recorder, ZIP™ or JAZ™ drive, a dislc drive, or 
other machine -readable data storage device, as 
described previously. The method may further comprise 
generating a three-dimensional structure, graphical 
representation thereof, or both, of the molecule or 

30 molecular complex prior to step a) . In one embodiment, 
the method is for evaluating the ability of a chemical 
entity to associate with the binding pocket of a 
molecule or molecular complex. 
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[0139] In another embodiment, the method comprises 
the steps of : 

a) constructing a computer model of a binding 
pocket of the molecule or molecular complex; . 

5 b) selecting a chemical entity to be 

evaluated by a method selected from the group 
consisting of assembling said chemical entity; 
-selecting a chemical entity from a small molecule 
database; de novo ligand design of said chemical 
10 entity; and modifying a known agonist or inhibitor, or 
a portion thereof, of a JNK3 protein or homologue 
thereof ; 

c) employing computational means to perform a 
fitting program operation between computer models of 

15 said chemical entity to be evaluated and said binding 
pocket in order to provide an energy-minimized 
configuration of said chemical entity in the binding 
pocket; and 

d) evaluating the results of said fitting 
20 operation to quantify the association between said 

chemical entity and the binding pocket model, whereby 
evaluating the ability of said chemical entity to 
associate with said binding pocket. 

[0140] In another embodiment, the invention provides 
25 a method of using a computer for evaluating the ability 
of a chemical entity to associate with the molecule or 
molecular complex, wherein said computer comprises a 
machine -readable data storage medium comprising a data 
storage material encoded with said structure 
3 0 coordinates defining said binding pocket and means for 
generating a three-dimensional graphical representation 
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of the binding pocket, and wherein said method 
comprises the steps of: 

(a) positioning a first chemical entity 
within all or part of said binding pocket using a 

5 graphical three-dimensional representation of the 
structure of the chemical entity and the binding 
pocket ; 

(b) performing a fitting operation between 
said chemical entity and said binding pocket by 

10 employing computational means; 

(c) analyzing the results of said fitting 
operation to quantitate the association between said 
chemical entity and all or part of the binding pocket; 
and 

15 (d) outputting said quantitated association 

to a suitable output hardware. 

[0141] The above method may further comprise the 
steps of : 
* 

(e) repeating steps (a) through (d) with a 
2 0 second chemical entity; and 

(f) selecting at least one of said first or 
second chemical entity that associates with said all or 
part of said binding pocket based on said quantitated 
association of said first or second chemical entity. 

25 [0142] Alternatively, the structure coordinates of 
the JNK3 binding pockets may be utilized in a method 
for identifying an agonist or antagonist of a molecule 
comprising a binding pocket of JNK3 . This method 
comprises the steps of: 
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a) using a three-dimensional structure of 
the molecule or molecular complex to design, select or 
optimize a chemical entity; 

b) contacting the chemical entity with the 
5 molecule or molecular complex; 

c) monitoring the catalytic activity of the 
molecule or molecular complex; and 

d) classifying the chemical entity as an 
agonist or antagonist based on the effect of the 

10 chemical entity on the catalytic activity of the 
molecule or molecular complex. 

[0143] In one embodiment, step a) is performed using 

a graphical representation of the binding pocket or 
portion thereof of the molecule or molecular complex. 
15 [0144] In another embodiment, the method comprises 

the steps of : 

a) constructing a computer model of a binding 
pocket of the molecule or molecular complex; 

b) selecting a chemical entity to be 
2 0 evaluated by a method selected from the group 

consisting of assembling said chemical entity; 
selecting a chemical entity from a small molecule 
database; de novo ligand design of said chemical 
entity; and modifying a known agonist or inhibitor, or 
2 5 a portion thereof, of a JNKS protein or homologue 
thereof ; 

c) employing computational means to perform a 
fitting program operation between computer models of 
said chemical entity to be evaluated and said binding 
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pocket in order to provide an energy-minimized 
configuration of said chemical entity in the binding 
pocket ; and 

d) evaluating the results of said fitting 
5 operation to quantify the association between said 

chemical entity and the binding pocket model, whereby 
evaluating the ability of said chemical entity to 
associate with said binding pocket; 

e) synthesizing said chemical entity; and 

10 f) contacting said chemical entity with said 

molecule or molecular complex to determine the ability 
of said compound to activate or inhibit said molecule. 
[0145] For the first time, the present invention 

permits the use of molecular design techniques to 

15 identify, select and design chemical entities, 

including inhibitory compounds, capable of binding to 
JNK3 or JNK3-like binding pockets, motifs and domains, 
[0146] Applicants' elucidation of binding pockets on 
JNK3 provides the necessary information for designing 

2 0 new chemical entities and compounds that may interact 

with JNK3 or JNK3-like ATP -binding pockets, in whole or 
in part , Due to the homology in the kinase core 
between JNK3 , JNKl and JNK2 , compounds that inhibit 
JNK3 are also expected to inhibit JNKl and JNK2 , 

2 5 especially those compounds that bind the ATP-binding 

pocket . 

[0147] Throughout this section, discussions about 
the ability of a chemical entity to bind to, associate 
with or inhibit JNK3 binding pockets refers to features 

3 0 of the entity alone. Assays to determine if a compound 
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binds to JNK3 are well known in the art and are 
exemplified below. 

[0148] The design of chemical entities that bind to 
or inhibit JNK3 binding pockets according to this 
5 invention generally involves consideration of two 
factors. First, the entity must be capable of 
physically and structurally associating with parts or 
all of the JNK3 binding pockets. Non-covalent 
molecular interactions important in this association 
10 include hydrogen bonding, van der Waals interactions, 
hydrophobic interactions and electrostatic 
interactions . 

[0149] Second, the entity must be able to assume a 

conformation that allows it to associate with the JNK3 

15 binding pockets directly. Although certain portions of 
the entity will not directly participate in these 
associations, those portions of the entity may still 
influence the overall conformation of the molecule. 
This, in turn, may have a significant impact on 

2 0 potency. Such conformational requirements include the 
overall three-dimensional structure and orientation of 
the chemical entity in relation to all or a portion of 
the binding pocket, or the spacing between functional 
groups of an entity comprising several chemical 

25 entities that directly interact with the JNKS or JNK3- 
like binding pockets. 

[0150] The potential inhibitory or binding effect of 

a compound on JNK3 binding pockets may be analyzed 
prior to its actual synthesis and testing by the use of 
30 computer modeling techniques. If the theoretical 

structure of the given compound suggests insufficient 
interaction and association between it and the JNK3 
binding pockets, testing of the entity is obviated. 
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However, if computer modeling indicates a strong 
interaction, the compound may then be synthesized and 
tested for its ability to bind to a JNK3 binding 
pocket. This may be achieved by testing the ability of 
5 the compound to inhibit JNK3 using the assays described 
in Example 6. In this manner, synthesis of inoperative 
compounds may be avoided. 

[0151] A potential inhibitor of a JNK3 binding 
pocket may be computationally evaluated by means of a 
10 series of steps in which chemical entities or fragments 
are screened and selected for their ability to 
associate with the JNK3 binding pockets. 

[0152] One skilled in the art may use one of several 
methods to screen chemical entities or fragments for 
15 their ability to associate with a JNK3 binding pocket. 
This process may begin by visual inspection of, for 
example, a JNK3 binding pocket on the computer screen 
based on the JNK3 structure coordinates in Figure 1, 2 
or 3 or other coordinates which define a similar shape 

2 0 generated from the machine -readable storage medium. 

Selected fragments or chemical entities may then be 
positioned in a variety of orientations, or docked, 
within that binding pocket as defined supra. Docking 
may be accomplished using software such as QUANTA and 
25 Sybyl, followed by energy minimization and molecular 
dynamics with standard molecular mechanics force 
fields, such as CHARMM and AMBER. 

[0153] Specialized computer programs may also assist 

in the process of selecting fragments or chemical 

3 0 entities. These include: 



1. GRID [P. J. Goodford, "A Computational 
Procedure for Determining Energetically Favorable 
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Binding Sites on Biologically Important 
Macromolecules" , J , Med . Chem . , 28, pp, 849-857 
(1985)] . GRID is available from Oxford University, 
Oxford, UK. 

5 2. MCSS [A. Miranker et al . , "Functionality 

Maps of Binding Sites: A Multiple Copy Simultaneous 
Search Method . " Proteins; Structure, Function and 
Genetics , 11, pp. 29-34 (1991)]. MCSS is available 
from Molecular Simulations, San Diego, CA. 

10 3. AUTODOCK [D. S. Goodsell et al • , 

"Automated DocJcing of Substrates to Proteins by 
Simulated Annealing", Proteins: Structure, Function, 
and Genetics , 8, pp. 195-202 (1990)]. AUTODOCK is 
available from Scripps Research Institute, La Jolla, 

15 CA. 

4. DOCK [I. D. Kuntz et al., "A Geometric 
Approach to Macromolecule-Ligand Interactions", J ■ Mol . 
Biol - , 161, pp. 269-288 (1982)]. DOCK is available 
from University of California, San Francisco, CA. 

20 [0154] Once suitable fragments have been selected, 

they can be assembled into a single compound or complex 
of compounds. Assembly may be preceded by visual 
inspection of the relationship of the fragments to each 
other on the three-dimensional image displayed on a 

25 computer screen in relation to the structure 

coordinates of JNK3 . This would be followed by manual 
model building using software such as QUANTA or Sybyl 
[Tripos Associates, St. Louis, MO]. 

[0155] Useful programs to aid one of skill in the 

30 art in connecting the individual chemical entities or 
fragments include : 
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1. CAVEAT [P, A. Bartlett et al . , "CAVEAT: 
A Program to Facilitate the Structure -Derived Design of 
Biologically Active Molecules", in Molecular 
Recognition in Chemical and Biological Problems", 

5 Special Pub., Royal Chem. Soc , , 78, pp. 182-196 (1989); 
G. Lauri and P. A. Bartlett, "CAVEAT: a Program to 
Facilitate the Design of Organic Molecules" , J. Comput . 
Aided Mol . Des . , 8, pp. 51-66 (1994)]. CAVEAT is 
available from the University of California, Berkeley, 
10 CA. 

2. 3D Database systems such as ISIS (MDL 
Information Systems, San Leandro, CA) . This area is 
reviewed in Y. C. Martin, "3D Database Searching in 
Drug Design", J. Med. Chem. , 35, pp. 2145-2154 (1992). 

3. HOOK [M. B. Eisen et al . , "HOOK: A 
Program for Finding Novel Molecular Architectures that 
Satisfy the Chemical and Steric Requirements of a 
Macromolecule Binding Site", Proteins: Struct . , 
Funct . , Genet . , 19, pp. 199-221 (1994)]. HOOK is 
available from Molecular Simulations, San Diego, CA. 
[0156] Instead of proceeding to build an inhibitor 
of a iJNK3 binding pocket in a step-wise fashion one 
fragment or chemical entity at a time as described 
above, inhibitory or other JNK3 binding compounds may 
be designed as a whole or "de novo" using either an 
empty binding pocket or optionally including some 
portion (s) of a known inhibitor (s) . There are many de 
novo ligand design methods including: 

1. LUDI [H.-J. Bohm, "The Computer Program 
30 LUDI: A New Method for the De Novo Design of Enzyme 

Inhibitors", J. Comp. Aid. Molec . Design , 6, pp. 61-78 



20 
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(1992)] . LUDI is available from Molecular Simulations 
Incorporated, San Diego, CA. 

2. LEGEND [Y. Nishibata et al . , 
Tetrahedron , 47, p. 8985 (1991)]. LEGEND is available 

5 from Molecular Simulations Incorporated, San Diego, CA. 

3. LeapFrog [available from Tripos 
Associates, St. Louis, MO]. 

4. SPROUT [V. Gillet et al . , "SPROUT: A 
Program for Structure Generation)", J. Comput . Aided 

10 Mol . Design , 7, pp. 127-153 (1993)]. SPROUT is 
available from tlie University of Leeds, UK. 
[0157] Other molecular modeling tectiniques may also 

be employed in accordance with this invention [see, 
e.g., N. C. Cohen et al . , "Molecular Modeling Software 

15 and Methods for Medicinal Chemistry, J. Med. Chem. , 33, 
pp. 883-894 (1990) ; see also, M. A. Navia and M. A. 
Murclco, "The Use of Structural Information in Drug 
Design", Current Opinions in Structural Biology , 2, pp. 
202-210 (1992); L. M. Balbes et al . , "A Perspective of 

20 Modern Methods in Computer-Aided Drug Design", Reviews 
in Computational Chemistry , Vol. 5, K. B. Liplcowitz and 
D. B. Boyd, Eds., VCH, New Yorlc, pp. 337-380 (1994); 
see also, W. C. Guida, "Software For Structure-Based 
Drug Design", Curr. Opin. Struct. Biology , 4, pp. 777- 

25 781 (1994) ] . 

[0158] Once a chemical entity has been designed or 
selected by the above methods, the efficiency with 
which that chemical entity may bind to a JNK3 binding 
pocket may be tested and optimized by computational 

30 evaluation. For example, an effective JNK3 binding 
pocket inhibitor must preferably demonstrate a 



- 56 - 



relatively small difference in energy between its bound 
and free states (i.e., a small deformation energy of 
binding) . Thus, the most efficient JNK3 binding pocket 
inhibitors should preferably be designed with a 
5 deformation energy of binding of not greater than about 
10 kcal/mole, more preferably, not greater than 7 
kcal/mole. JNK3 binding pocket inhibitors may interact 
with, the binding pocket in more than one conformation 
that is similar in overall binding energy. In those 

10 cases, the deformation energy of binding is taken to be 
the difference between the energy of the free entity 
and the average energy of the conformations observed 
when the inhibitor binds to the protein. 
[0159] An entity designed or selected as binding to 

15 a JNK3 binding pocket may be further computationally 
optimized so that in its bound state it would 
preferably lack repulsive electrostatic interaction 
with the target enzyme and with the surrounding water 
molecules. Such non-complementary electrostatic 

20 interactions include repulsive charge -charge, dipole- 
dipole and charge-dipole interactions. 
[0160] Specific computer software is available in 
the art to evaluate compound deformation energy and 
electrostatic interactions. Examples of programs 

25 designed for such uses include: Gaussian 94, revision 
C [M. J. Frisch, Gaussian, Inc., Pittsburgh, PA ®1995] ; 
AMBER, version 4.1 [P. A. Kollman, University of 
California at San Francisco, ®1995] ; QUANTA/CHARMM 
[Accelrys, San Diego, CA ®2001, 2002] ; Insight 

30 Il/Discover [Accelrys, San Diego, CA ®2001, 2002]; 

Delphi [Accelrys, San Diego, CA ®2001, 2002] ; and AMSOL 
[Quantum Chemistry Program Exchange, Indiana 
University] . These programs may be implemented, for 
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instance, using a Silicon Graphics workstation such as 
an Indigo2 with "IMPACT" graphics. Other hardware 
systems and software packages will be known to those 
skilled in the art. 
5 [0161] Another approach enabled by this invention, 
is the computational screening of small molecule 
databases for chemical entities that can bind in whole, 
or in part, to a JNK3 binding pocket. In this 
screening, the quality of fit of such entities to the 
10 binding pocket may be judged either by shape 

complementarity or by estimated interaction energy [E. 
C. Meng et al . , J. Comp. Chem. , 13, pp. 505-524 
(1992) ] . 

[0162] Another particularly useful drug design 
15 technique enabled by this invention is iterative drug 
design. Iterative drug design is a method for 
optimizing associations between a protein and a 
compound by determining and evaluating the three- 
dimensional structures of successive sets of 
2 0 protein/compound complexes. 

[0163] In iterative drug design, crystals of a 
series of protein or protein complexes are obtained and 
then the three-dimensional structures of each crystal 
is solved. Such an approach provides insight into the 

2 5 association between the proteins and compounds of each 

complex. This is accomplished by selecting compounds 
with inhibitory activity, obtaining crystals of this 
new protein/compound complex, solving the three- 
dimensional structure of the complex, and comparing the 

3 0 associations between the new protein/compound complex 

and previously solved protein/ compound complexes. By 
observing how changes in the compound affected the 
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protein/ compound associations, these associations may 
be optimized. 

[0164] In some cases, iterative drug design is 
carried out by forming successive protein-compound 
5 complexes and then crystallizing each new complex. 

Alternatively, a pre- formed protein crystal is soaked 
in the presence of an inhibitor, thereby forming a 
protein/compound complex and obviating the need to 
crystallize each individual protein/compound complex. 

10 

Structure Determination of Other. Molecules 
[0165] The structure coordinates set forth in Figure 

1, 2 or 3 can also be used to aid in obtaining 
structural information about another crystallized 
15 molecule or molecular complex. This may be achieved by 
any of a number of well-known techniques, including 
molecular replacement . 

[0166] According to an alternate embodiment, the 
machine -readable data storage medium comprises a data 

2 0 storage material encoded with a first set of machine 

readable data which comprises the Fourier transform of 
at least a portion of the structure coordinates set 
forth in Figure 1, 2 or 3 or homology model thereof, 
and which, when using a machine programmed with 

25 instructions for using said data, can be combined with 
a second set of machine readable data comprising the X- 
ray diffraction pattern of a molecule or molecular 
complex to determine at least a portion of the 
structure coordinates corresponding to the second set 

30 of machine readable data. 

[0167] In another embodiment, the invention provides 

a computer for determining at least a portion of the 
structure coordinates corresponding to X-ray 
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diffraction data obtained from a molecule or molecular 
complex, wherein said computer comprises: 

a) a machine -readable data storage medium 
comprising a data storage material encoded with 

5 machine -readable data, wherein said data comprises at 
least a portion of the structural coordinates of JNK3 
according to Figure 1, 2 or 3 or homology model 
thereof; 

b) a machine -readable data storage medium 
10 comprising a data storage material encoded with 

machine -readable data, wherein said data comprises X- 
ray diffraction data obtained from said molecule or 
molecular complex; and 

c) instructions for performing a Fourier 
15 transform of the machine readable data of (a) and for 

processing said machine readable data of (b) into 
structure coordinates, 

[0168] For example, the Fourier transform of at 
least a portion of the structure coordinates set forth 
2 0 in Figure 1, 2 or 3 or homology thereof may be used to 
determine at least a portion of the structure 
coordinates of JNK3 homologues or other isoforms of 
JNK3 . 

[0169] Therefore, in another embodiment this 
25 invention provides a method of utilizing molecular 

replacement to obtain structural information about a 
molecule or molecular complex whose structure is 
unknown comprising the steps of: 



a) crystallizing said molecule or molecular 
3 0 complex of unknown structure; 



f 
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b) generating an X-ray diffraction pattern 
from said crystallized molecule or molecular complex; 
and 

c) applying at least a portion of the 

5 structure coordinates set forth in Figure 1, 2 or 3 or 
homology model thereof to the X-ray diffraction pattern 
to generate a three-dimensional electron density map of 
the molecule or molecular complex whose structure is 
unknown ; and 

10 d) generating a structural model of the 

molecule or molecular complex from the three- 
dimensional electron density map. 

[0170] In one embodiment, the method is performed 

using a computer. In another embodiment, the molecule 
15 is selected from the group consisting of JNK3 and JNK3 
homologues. In another embodiment, the molecule is a 
JNK3 molecular complex or homologue thereof. 
[0171] By using molecular replacement, all or part 
of the structure coordinates of the JNK3 as provided by 

2 0 this invention (and set forth in Figure 1, 2 or 3) can 

be used to determine the structure of a crystallized 
molecule or molecular complex whose structure is 
unknown more quickly and efficiently than attempting to 
determine such information ah initio. 
25 [0172] Molecular replacement provides an accurate 
estimation of the phases for an unknown structure. 
Phases are a factor in equations used to solve crystal 
structures that can not be determined directly. 
Obtaining accurate values for the phases, by methods 

3 0 other than molecular replacement, is a time-consuming 

process that involves iterative cycles of 
approximations and refinements and greatly hinders the 
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solution of crystal structures. However, when the 
crystal structure of a protein containing at least a 
homologous portion has been solved, the phases from the 
known structure provide a satisfactory estimate of the 
5 phases' for the unknown structure - 

[0173] Thus, this method involves generating a 
preliminary model of a molecule or molecular complex 
whose structure coordinates are unknown, by orienting 
and positioning the relevant portion of the JNK3 

10 according to Figure 1, 2 or 3 or homology model thereof 
within the unit cell of the crystal of the unknown 
molecule or molecular complex so as best to account for 
the observed X-ray diffraction pattern of the crystal 
of the molecule or molecular complex whose structure is 

15 unknown. Phases can then be calculated from this model 
and combined with the observed X-ray diffraction 
pattern amplitudes to generate an electron density map 
of the structure whose coordinates are unknown. This, 
in turn, can be subjected to any well-known model 

2 0 building and structure refinement techniques to provide 

a final, accurate structure of the unknown crystallized 
molecule or molecular complex [E. Lattman, "Use of the 
Rotation and Translation Functions", in Meth. Enzymol . , 
115, pp. 55-77 (1985); M. G. Rossmann, ed. , "The 
25 Molecular Replacement Method", Int. Sci . Rev. Ser. , No. 
13, Gordon & Breach, New York (1972)]. 
[0174] The structure of any portion of any 

crystallized molecule or molecular complex that is 
sufficiently homologous to any portion of the JNK3 can 

3 0 be resolved by this method. 

[0175] In a preferred embodiment, the method of 

molecular replacement is utilized to obtain structural 
information about a JNK3 homologue. The structure 
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coordinates of JNK3 as provided by this invention are 
particularly useful in solving the structure of JNK3 
complexes that are bound by ligands, substrates and 
inhibitors . 

5 [0176] Furthermore, the structure coordinates of 
JNK3 as provided by this invention are useful in 
solving the structure of JNK3 proteins that have amino 
acid substitutions, additions and/or deletions 
(referred to collectively as "JNK3 mutants", as 

10 compared to naturally occurring JNK3) . These JNK3 

mutants may optionally be crystallized in co-complex 
with a chemical entity, such an inhibitor or a suicide 
substrate. The crystal structures of a series of such 
complexes may then be solved by molecular replacement 

15 and compared with that of wild-type JNK3 . Potential 
sites for modification within the various binding 
pockets of the enzyme may thus be identified. This 
information provides an additional tool for determining 
the most efficient binding interactions, for example, 

2 0 increased hydrophobic interactions, between iJNK3 and a 
chemical entity or compound. 

[0177] The structure coordinates are also 
particularly useful in solving the structure of 
crystals of JNK3 or iJNK3 homologues complexed with a 

25 variety of chemical entities. This approach enables 

the determination of the optimal sites for interaction 
between chemical entities, including candidate JNK3 
inhibitors. For example, high resolution X-ray 
diffraction data collected from crystals exposed to 

30 different types of solvent allows the determination of 
where each type of solvent molecule resides. Small 
molecules that bind tightly to those sites can then be 
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designed and synthesized and tested for their JNK3 
inhibition activity, 

[0178] All of the complexes referred to above may be 
studied using well-known X-ray diffraction techniques 
5 and may be refined versus 1,2-3.4 A resolution X-ray 

data to an R value of about 0.30 or less using computer 
software, such as X-PLOR [Yale University, ®1992, 
distributed by Molecular Simulations, Inc.; see, e.g., 
Blundell & ^Johnson, supra; Meth . Enzymol , , vol. 114 & 

10 115, H. W. Wyckoff et al . , eds . , Academic Press (1985)] 
or CNS [Brunger et al . , Acta Crystallogr. D. Biol. 
Crystallogr . , 54, pp. 905-921, (1998)]. This 
information may thus be used to optimize known JNK3 
inhibitors, and more importantly, to design new JNK3 

15 inhibitors. 

[0179] In order that this invention be more fully 
understood, the following examples are set forth. 
These examples are for the purpose of illustration only 
and are not to be construed as limiting the scope of 

2 0 the invention in any way. 

Example 1 
Expression and purification of JNK3 

[0180] A BLAST search of the EST database using the 
25 published JNK3o?l cDNA [S. Gupta et al . (1996)] as a 

query identified an EST clone (#632588) that contained 
the entire coding sequence for human JNK3al . 
Polymerase chain reactions (PGR) using pfu polymerase 

(Strategene) were used to introduce restriction sites 

3 0 into the cDNA for cloning into the pET-15B expression 

vector at the Ncol and BamHI sites for expression of 
the protein in E. coli. Due to the poor solubility of 
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the expressed full length protein (Met 1-Gln 422) , an 
N-terminally truncated protein starting at Ser residue 
at position 40 (Ser 40) , corresponding to Ser 2 of JNKl 
and JNK2 proteins [S. Gupta et al . (1996)], preceded by 
5 Met (initiation) and Gly residues, were produced. The 
Gly residue was added in order to introduce an Ncol 
site for cloning into the expression vector. Further, 
systematic C-terminal truncations were performed by PGR 
to identify a construct that gave rise to diffraction- 
10 quality crystals. This construct, which was prepared 
by PGR using deoxyoligonucleotides 5' 

GCTCTAGAGCTCCATGGGCAGCAAAAGCAAAGTTGACAA 3' (SEQ ID NO: 
5) (forward primer with initiation codon underlined) and 
5' TAGCGGATCCTCATTCTGAA TTCATTACTTCCTTGTA 3» (SEQ ID 

15 NO: 6) (reverse primer with stop codon underlined) as 

primers and confirmed by DNA sequencing, encodes amino 
acid residues Ser40-Glu402 of JNKBal, preceded by Met 
and Gly residues, was used for structural studies 
described herein. Control experiments indicated that 

2 0 the truncated JNK3 protein has an equivalent kinase 
activity towards myelin basic protein when activated 
with an upstream kinase MKK7 in vitro. 
[0181] E.coli strain BL21 (DE3) (Novagen) 

transformed with the JNK3 expression construct was 

25 grown at 30°C in shaker flasks into log phase (OD600 - 
0.8) in LB supplemented with 100 Mg/rnl carbenicillin. 
IPTG was then added to a final concentration of 0.8 mM 
and the cells were harvested 2 hours later by 
centrif ugation . 

30 [0182] E. coli cell paste containing the truncated 

JNK3 protein was resuspended in 10 volumes/g lysis 
buffer [50 mM HEPES, pH 7.2, 10% glycerol (v/v) , 100 mM 
NaCl, 2 mM dithiothreitol (DTT) , 0 . ImM PMSF, 2 fig/ml 
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Pepstatin, 1/ig/ml each of E-64 and Leupeptin] . Cells 
were lysed on ice using a microf luidizer and 
centrifuged at 100,000 x g for 30 min at 4*'C. The 
100,000 X g supernatant was diluted 5 fold with Buffer 
5 A [2 0 mM HEPES, pH 7.0, 10% glycerol (v/v) , 2 mM DTT) 
and applied to an SP-Sepharose (Pharmacia) cation- 
exchange column at 4°C. The column was washed with 5 
column volumes of Buffer A, followed by 5 column 
volumes of Buffer A containing 50 mM NaCl . Bound 
10 protein was eluted with a 7.5 column volume linear 
gradient of 50-300 mM NaCl, and the truncated JNK3 
protein was eluted between 150-200 mM NaCl. Eluted JNK3 
protein from the SP-Sepharose column was dialyzed at - 

I mg/ml against Buffer B [2 5 mM HEPES, pH 7.0, 

15 containing 5% glycerol (v/v), 50 mM NaCl, 10 mM DTT] 
overnight at 4°C and centrifuged at 3,000 x gr. The 
supernatant was concentrated by ultrafiltration 
(Centriprep-3 0, Amicon) to 10 mg/ml, centrifuged at 
16,000 X g and stored at -70°C. 

20 

Example 2 

Crystallization of JNK3 

[0183] Full length human JNK3cyl has a 39-residue 
extension in the N- terminus when compared to JNKl, JNK2 

2 5 and other MAP kinases [Fig. 4 and S. Gupta et al . 

(1996)] . The conserved MAP kinase homologous region of 
JNK3 without the first 3 9 residues was used for 
crystallographic studies. Initial crystallization 
trials yielded only small crystals that diffracted to 8 

30 A. Since residues at the C-terminus of Erk2 and p38 

are disordered [F. Zhang et al . , Nature , 367, pp. 704- 

II (1994); K. P. Wilson et al , , J. Biol . Chem. , 271, 
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pp. 27696-700 (1996)], it suggests that the C-terminal 
portions of JNK3 might also be flexible and interfere 
with the formation of a well-ordered crystal lattice. 
By combining limited proteolysis and systematic 
5 truncation of the protein, an active truncated JNK3 was 
searched. This screening approach resulted in the 
growth of larger, well-ordered JNK3 crystals. These 
crystals were grown from the JNK3 protein lacking the 
N-terminal 39 and C-terminal 20 residues. The 
10 truncated enzyme (residues Ser40 -Glu402 ) displays wild- 
type kinase activity when activated by MKK7 in vitro. 
All crystallographic studies were carried out using 
this form of the enzyme. 

[0184] Solutions of JNK3 -inhibitor complex for 

15 crystallization were prepared by incubating the JNK3 

protein solution (concentration of 10 mg/ml) with 0.5-1 
mM inhibitor for 1 hour at room temperature prior to 
crystallization. Crystals of JNK3- inhibitor complexes 
were grown at 20 ^C by the vapour diffusion hanging-drop 

20 method over a reservoir solution containing 18-20% 

(v/v) polyethylene glycol monomethyl ether (average Mr 
= 550), 10% (v/v) ethylene glycol, 20 mM /8- 
Mercaptoethanol and 100 mM Hepes (pH 7.0). However, 
growth of the JNK3 -inhibitor crystals required 

2 5 microseeding the freshly made JNK3 -inhibitor complex 

solution with seed stocks prepared from the JNK3-MgAMP- 
PNP crystals [WO 9957253, incorporated herein by 
reference] . The seed stock was prepared by crushing 
JNK3 -MgAMP-PNP crystals to obtain a micro-crystal seed 

30 stock. The JNK3 -inhibitor crystals belong to the 
orthorhombic space group P212121 (with one enzyme 
molecule per asymmetric unit) . The solvent content of 
the crystal is 44%. Before data collection, crystals 
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were equilibrated in their reservoir solution for 2-5 
minutes before flash- frozen in nitrogen gas for X-ray- 
data collection at -170*'C. 

5 Example 3 

X-Ray data collection and structure determination 

[0185] X-ray data were measured on either Raxis IIC 
or Raxis IV image plate mounted on a Rigaku RU2 00 
rotating-anode generator (Rigaku/MSC) . The diffraction 

10 .images were processed with the program DENZO and data 
scaled using SCALPACK [Z. Otwinowski, In "Data 
Collection and Processing", L, Sawyer, N. Isaacs and 
S.W, Bailey, eds . , Warrington, U.K.: Science and 
Engineering Council /Dare sbury Laboratory, pp. 55-62 

15 (1993)]. The data processing statistics are summarized 
in Table 3 . 

[0186] The X-ray coordinates of JNK3 from the JNK3- 

MgAMP-PNP structure [PDB acession number IJNK] were 
used as a starting model for refinement of the JNK3- 

20 inhibitor complexes. All thermal factors were set to 
20-0 A^ . After one round of rigid body and positional 
refinement , the sigmaA-weighted | Fo | - | Fc | difference 
electron density maps were calculated using the CNS 
software package [Brunger et al . , Acta Crystallogr. D. 

25 Biol . Crystallogr. , 54, pp. 905-921, (1998)], and the 
bound inhibitors were identified. The inhibitor 
molecules were built and fit to the electron density in 
the program QUANTA. Then, the JNK3 -inhibitor * complex 
models were subjected to torsional dynamics (T=1000 to 

30 4000 "^O . Subsequent cycles of model rebuilding, 

positional refinement, and thermal factor refinement, 
intercepted with torsional dynamics runs were performed 



- 68 - 



to obtain the final model. All refinement procedures 
were carried out using CNS and model building was 
performed by the program QUANTA. A summary of the 
diffraction data and refinement statistics is provided 
5 in Table 3. The backbone conformation of 85% of the 
residues is within the most favored regions of the 
Ramachandran plot, with none in the disallowed region, 
as defined in the program PROCHECK [R. A, Laskowski 
et al., J. Appl. Crystallog. , 26, pp. 283-91 (1993)]. 

10 

Table 3 



Complex 


JNK3- 

isoxazolel 


JNK3-uracill 


JNK3- 
thiazolel 


Data 

resolution 
(A) 


2 .4 


2.2 


2.9 


Cell 

parameters 


a= 54 .75 A 
b= 70.48 A 
c= 107 . 66 A 
Qf= 90° 
/?= 90*^ 
7= 90° 


a= 51.65 A 
b= 71.01 A 
c= 106.7 A 
Qf= 90° 
13= 90° 
y= 90° 


a= 50.74 A 
b= 71.82 A 
c= 107.22 A 
q:= 90° 
i8- 90° 
Y= 90° 


Rcryst 


23.2 


24 . 1 


21.8 


Rfreet 


30.5 


31.9 


29.2 



t R free was Calculated for a randomly chosen 5% 
of reflections for JNK3 - thiazolel , and a 
randomly chosen 10% reflections for both 
15 JNK3-isoxazolel and J1SIK3 -uracil 1 . 

[0187] In the final models, disordered residues were 
not included in the model. Alanine or glycine residues 
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were used in the model if the side chains of certain 
residues could not be located in the electron density. 

Example 4 

5 Overall Structure 

[0188] The crystal structure of JNK3-isoxazolel 
includes unphosphorylated JNK3 (residues 44-72, 75-212, 
225-372 and 382-400) and isoxazolel. Electron density 
for residues 40-43, 73-74, 213-224 and 401-402 are 

10 missing, and these amino acid residues are presumed 
disordered. The crystal structure of JNK3-uracill 
includes unphosphorylated JNK3 (residues 45-70, 73-211, 
217-373 and 379-400) and uracill. Electron density for 
residues 40-44, 71-72, 212-216, 374-378 and 401-402 are 

15 missing, and these amino acid residues are presumed 
disordered. The crystal structure of JNK3 - thiazolel 
includes unphosphorylated JNK3 (residues 45-72, 77-211, 
217-221 and 224-400) and uracill. Electron density for 
residues 40-44, 73-76, 212-216, 222-223, and 401-402 

20 are missing, and these amino acid residues are presumed 
disordered. 

[0189] The overall architecture of JNK3 is 
substantially the same as JNK3 in the JNK3-AMP-PNP 
complex [WO 9957253] and highly similar to that of Erk2 

25 and p38. However, the conformation in the active site 
differs. The MAP kinase homologous region of JNK3 
(Phe48-Glu397) is 45% identical in amino acid sequence 
to Erk2 and 51% to p3 8, whose structures have been 
reported (F. Zhang et al . (1994); K. P. Wilson et al . 

30 (1996) ; Fig 4) . The N-terminal lobe (residues 45-149, 
and 379-400) of JNK3 contains mostly beta-strands, 
whereas the C-terminal lobe (residues 150-211, 217-374) 
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is predominantly alpha-helical. In JNK3, the MAP 
kinase insertion in the C-terminal domain is 12 
residues longer compared to Erk2 and p38, resulting in 
the N-terminal extension of helix aH and an extra 310 
5 helix, denoted 3/10(2)L14 between orH and a3L14 . This 
12 -residue insertion is referred to as "the JNK 
insertion" since it is present in all c-Jun N-terminal 
kinases [S. Gupta et al . , (1996)]. 

10 

Active site 

[0190] The active site is situated in a deep cleft 
between the two domains of JNK3 . JNK isof orm sequences 
show that the amino acid residues involved in ATP 

15 binding are conserved [Gupta et al . , EMBO J. 15, pp. 
2760-2770 (1996)]. The catalytic core of protein 
kinases contains a nucleotide binding sequence Gly-X- 
Gly-X-X-Gly-X-X that is referred to as "the glycine- 
rich phosphate anchor loop" due to its structural 

20 feature and role in the nucleotide binding [D. R. 

Knighton et al . , Science , 253, pp. 407-13 (1991)]. The 
conserved Aspl8 9 and Asp2 07, both are thought to be 
essential for protein kinase activity [C. S. Gibbs 
et al., J. Biol. Chem. , 267, pp. 4806-10 (1992)]. 

2 5 Inhibitor-binding pocket 

[0191] All three compounds bind to the active site 
of JNK3 (Fig. 8) . However, the exact spaces they occupy 
differ from each other due to the differences in their 
scaffolds and substituents . The phenyl rings from both 

30 uracill and isoxazolel are buried in a hydrophobic 
pocket formed mainly by Metl46 and Lys93, leaving 
minimal space for additional substituents to the ring. 
This pocket is normally unavailable when no ligand is 
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bound in the active site or when the bulky group 
corresponding to the phenyl ring in uracil 1 and 
isoxazolel is not present in the bound ligand, such as 
with ATP, AMP-PNP or thiazolel . 
5 [0192] As illustrated in Figure 6, the binding of 
uracill induces a flip in the orientation of Metl46. 
In order to avoid the clash with the phenyl group of 
uracill, the Met 14 6 takes a different conformation to 
accommodate the inhibitor. Compared to the Metl46 in- 

10 the JNK3 -AMP-PNP structure, when viewed along the Cof-CiS 
bond, the Cy of Metl46 in JNK3 -uracill and JNK3- 
isoxazolel swing about 110° clockwise, and about 125° 
counter clockwise, respectively. This conformational 
change results in the movement of Ilel24 and Serl2 5 in 

15 the inhibitor binding-pocket, which further affects the 
conformation of other surrounding residues AsnlOl to 
Cysll7. Helix C (Figure 6) undergoes a pivoting 
movement around its N- terminus, and the C- terminal 
portion of Helix C swings out about 3 A as a result of 

20 the movement in Ilel24, The movement of helix C 

results in the disruption of the salt bridge between 
Glulll of Helix C and Lys93 of the active site. This 
salt bridge is required for ATP hydrolysis. 
[0193] In the JNK3 -isoxazolel and JNK3-uracill 

25 complexes, the backbone atoms of Lys93, Ilel24, Leul26, 
Leul44 and Met 14 6 are altered compared to those in the 
JNK3 -AMP-PNP crystal structure. Table 4 shows a 
comparison of the dihedral angles for those residues. 
As will be understood by those skilled in the art, the 

3 0 0n angle refers to the rotation around the bond between 
the alpha carbon and the nitrogen, and the angle 
refers to the rotation around the bond between the 
carbonyl carbon and the alpha carbon. The subscript 
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"n" identifies the amino acid whose conformation is 
being described [for a general reference, see Blundell 
and Johnson, Protein Crystallography , Academic Press, 
London, 1976] • 

5 

Table 4 



Protein/ (0, -ir) ° 


Lys93 


Ilel24 


Leul2 6 


Leul44 


Metl46 


JNK3-AMP-PNP 


-109, 
129 


-43, 
134 


-95, 
130 


-99, 
127 


-134, 
171 


JNK3-isoxazolel 


-135, 
130 


-62, 
129 


-72, 
120 


-122, 
127 


-157, 
174 


JNK3 -uracil 1 


-114, 
129 


-58, 
137 


-95, 
136 


-110, 
143 


-143, 
162 


P38Q!-apo 


-106, 
125 


-59, 
141 


-90, 
120 


-122 , 
139 


-137, 
174 


P3 8 a - compound 


-106, 
130 


-64, 
138 


-99, 
122 


-119, 
137 


-143, 
169 



The (f), ^ angles of Metl46 for the JNK3 - thiazolel 
complex are -124"* and -171°, respectively. 



[0194] In addition, the number of hydrogen bonds and 

10 contacts that these compounds make with JNK3 are also 

different from each other (Fig. 8) . In the case of AMP- 
PNP, the adenine base of the nucleotide is bound in the 
bacJc of the domain interface, forming two hydrogen 
bonds to the protein backbone atoms in the hinge 
15 region. The amino group (N6) forms a hydrogen bond to 
the backbone carbonyl of Glul47 ("H-bond I"), and Nl 
accepts a proton from the backbone amide of Metl49 ("H- 
bond II") . As shown in Fig. 8, H-bond II is present in 
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all three JNK3- inhibitor complexes, with the one in 
JNK3 uracill complex mediated by a water molecule. H- 
bond I is only present in the JNK3 -isoxazolel complex, 
where the aromatic carbon from the pyrimidine ring 
5 donates a proton to the backbone carbonyl of Glul47. 

Additionally, both isoxazolel and uracill form hydrogen 
bonds with the backbone carbonyl of Metl49. 

Example 5 

10 The Use of JNK3 -inhibitor 

Coordinates for Inhibitor Design 

[0195] The coordinates of Figure 1, 2 and 3 were 
used to design compounds, including inhibitory 
compounds, that associate with JNK3 or homologues of 

15 JNK3 . This process was aided by using a computer 
comprising a machine -readable data storage medium 
encoded with a set of machine-executable instructions, 
wherein the recorded instructions are capable of 
displaying a three-dimensional representation of the 

20 iJNKB- inhibitor complex or a portion thereof. 

[0196] Results from enzyme assays have shown that 
among the three compounds, thiazolel is the poorest 
inhibitor of JNK3 (Ki=13 fiM) , while uracill and 
isoxazolel are quite comparable to each other (-0.8 

25 mM) . Our structural studies showed that the main 

difference between thiazolel and the other compounds is 
its lack of a bulky substituent accessing the 
hydrophobic pocket, indicating the importance of 
retaining such bulky substituents for achieving high 

3 0 potency. Furthermore, isoxazolel is the smallest 

molecule among the three compounds. While isoxazolel 
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occupies the least space in the active site, it sits 
closest to the protein and thereby makes the greatest 
number of direct hydrogen bonds. Therefore, it may be 
most advantageous to select isoxazolel as the lead 
5 molecule for optimization. 

[0197] Structural comparison revealed that several 
subsites occupied by thiazolel and uracill are not 
accessed by isoxazolel. Although thiazolel and uracill 
make fewer direct contacts with the JNK3 protein (Fig. 

10 8) , the additional subsites they occupy may contribute 
to their binding affinities. This suggests that 
modifications of isoxazolel to access these subsites 
might help to further improve its potency. The subsite 
identified in the JNK3 -thiazolel structure consists of 

15 residues Ile70, Gly71, Ser72, Asnl52, Cysl54 and 

Glnl55. These residues were in direct contact with 
thiazole-2-yl -pyridine of thiazolel and phenyl of 
uracill (Fig. 7B) . This subsite is at the entrance of 
the active site and is partially exposed to the 

20 solvent, indicating that it might be possible to 
improve the potency as well as the solubility of 
isoxazolel by accessing this structurally important 
subsite. When the acetaldehyde of isoxazolel was 
replaced by a bulky group such as a phenyl group or a 

25 cyclohexyl group, the potency improved significantly. 
The subsite identified in the JNK3 -uracill structure 
consists of residues Ser72, Serl93 and Asnl52 . These 
residues surround the pyrimidine-2 , 4-dione group of 
uracill and the ribose group of AMP-PNP (Fig. 7C) , 

3 0 suggesting that additional substitutions at Ol of 

isoxazolel and/or modification of the 5 -methyl may be 
helpful for further improving the properties of 
isoxazolel -derived ligands . 
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[0198] The above example illustrates how structural 
information from different JNK3- inhibitor complexes can 
be used to design a better class of compounds . 

Example 6 

5 JNK3 Activity Inhibition Assay 

A. JNK3 activation 

[0199] Five mg of JNK3 was diluted to 0.5 mg/ml in 
50 mM HEPES buffer, pH 7.5, containing 100 mM NaCl , 5 
mM DTT, 20 mM MgCl2/ 1 mM ATP. GST-MKK7 (DD) kinase (the 

10 upstream mutant form of one of the activating kinases 
of JNK3) was added at a molar ratio of 1 GST-MKK7:2.5 
JNK3 . After 30 min at 25°C the reaction mixture was 
concentrated 5-fold by ultrafiltration in a Centriprep- 
30 (Amicon, Beverly, MA) , then diluted back up to 10 ml 

15 and an additional 1 mM ATP added. This procedure was 
repeated three times to remove ADP and replenish ATP. 
The final (third) addition of ATP was 5 mM and the 
mixture incubated overnight at 4**C. 

[0200] The activated JNK3/GST-MKK7 (DD) reaction 
20 mixture was exchanged into 50 mM HEPES buffer, pH 7.5, 
containing 5 mM DTT and 5% glycerol (w/v) by dialysis 
or ultrafiltration. The reaction mixture was adjusted 
to 1.1 M potassium phosphate, pH 7.5, and purified by 
hydrophobic interactions chromatography (at 25^*0 using 
25 a Rainin Hydropore column. GST-MKK7 and unactivated 

JNK3 do not bind under these conditions and when a 1.1 
to 0.05 M potassium phosphate gradient is developed 
over 6 0 min at a flow rate of 1 ml /min, doubly 
phosphorylated JNK3 is separated from singly 
30 phosphorylated JNK3 . 
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[0201] Activated JNK3 (i.e. doubly phosphorylated) 
was stored at -TO^C at 0.25-1 mg/ml . 

B. JNK3 Inhibition Assay 
5 [0202] To determine the IC50 of the compound binding 
to JNK3, the kinase activity of JNK3 was monitored by a 
coupled enzyme assay. In this assay, for every 
molecule of ADP generated by the JNK3 kinase activity 
one molecule of NADH is converted to NAD which can be 

10 conveniently monitored as an absorbance decrease at 34 0 
nm. The following are the final concentrations of 
various reagents used in the assay: 100 mM HEPES 
buffer, pH 7.6, 10 mM MgCl2/ 25 mM p -glycerophosphate, 
3 0 mM ATP, 2 mM phosphoenolpyruvate , 2 fxM pyruvate 

15 kinase, 2 fiM lactate dehydrogenase, 200 /xM NADH, 200 jjlM 
EGF receptor peptide KRELVEPLTPSGEAPNQALLR (SEQ ID NO: 
7), and 10 nM activated JNK3 . First, all of the above 
reagents with the exception of ATP were mixed and 175 
Ml aliquots were placed per well in a 96-well plate. A 

2 0 5 Ml DMSO solution of the compound was added to each 
well, mixed, and allowed to stand at 3 0°C for 10 
minutes. Typically about 10 different concentrations 
of the compound were tested. The reactions were 
initiated with the addition of 20 m1 of ATP solution. 

2 5 Absorbance change at 34 0 nm were monitored as a 

function of time. IC50 was obtained by fitting the 
rates vs. compound concentration data to a simple 
competitive inhibition model. 

[02 03] While we have described a number of 
30 embodiments of this invention, it is apparent that our 
basic constructions may be altered to provide other 
embodiments that utilize the products, processes and 
methods of this invention. Therefore, it will be 
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appreciated that the scope of this invention is to be 
defined by the appended claims, rather than by the 
specific embodiments that have been presented by way of 
example . 
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We claim; 

1. A crystal comprising: 

a) a JNK3 protein or homologue 

thereof ; and 

b) an inhibitor that is capable of 
inducing the Met 14 6 in JNK3 or corresponding methionine 
in the JNK3 homologue to have a xl angle in the range 
of -12 0*" to -18 0** and 4 5** to 180*' upon binding. 

2. A crystal comprising: 

a) a JNK3 protein or homologue 

thereof ; and 

b) an inhibitor selected from the 
group consisting of N- [4- (5-Methyl-3-phenyl-isoxazol-4- 
yl) -pyrimidin-2-yl] -acet amide, 2 , 4-Dioxo-6-phenylamino- 
l , 2 , 3 , 4 -tetrahydro-pyrimidine-5-carboxylic acid 
phenyl amide , 2 - Pyridin- 4 -yl - thiazole - 4 - carboxyl ic 

acid (3 -trifluoromethyl -phenyl) -amide^ 4- [5- (4-Fluoro- 
phenyl) -4-pyridin-4-yl-lH-imidazol-2-yl] -phenol and 2- 
{2 , 6-Dichloro-phenyl) -2- [5- (2 , 4 -dif luorobenzoyl ) - 
pyridin-2-yl] -acetamide. 

3. The crystal of claim 1 or 2 which is 
capable of diffracting X-rays to at least 3.0 A. 

4. The crystal according to claim 1 or 2, 
wherein the JNK3 protein or homologue thereof is 
phosphorylated or unphosphorylated. 

5. The crystal according to claim 1 or 2, 
wherein the JNK3 protein is JNK3cxl. 



6. The crystal according to claim 1 or 2 , 
wherein the JNK3 protein or JNK3 homologue contains a 
C-terminal deletion of about 20 amino acid residues. 

7. The crystal according to claim 1 or 2, 
wherein the JNK3 protein has an N-terminal deletion of 
about 40 amino acid residues, 

8. A method of producing a JNK3- inhibitor 
complex crystal or JNK3 homologue -inhibitor complex 
crystal, comprising the steps of: 

a) producing a composition comprising 
a crystallization solution and a JNK3 protein or 
homologue thereof complexed with an inhibitor, wherein 
the inhibitor is capable of inducing the Metl46 in the 
JNK3 protein or corresponding methionine in the JNK3 
homologue to have a xl angle in the range of -12 0*' to 
-180° and 45° to 180°; and 

b) subjecting said composition to 
devices or conditions which promote crystallization. 

9. The method of claim 8, wherein the 
composition is treated with micro-crystals of JNK3 
protein, JNK3 protein complexes or homologues thereof 
after step a) but prior to step b) . 

10. A crystalline molecule or molecular 
complex comprising a binding pocket defined by 
structure coordinates of a set of amino acid residues 
which correspond to JNK3 amino acid residues Lys93, 
Ilel24, Leul26, Leul44, Metl46 according to Figure 1 or 
2, wherein the root mean square deviation of the 
backbone atoms between said set of amino acid residues 
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of said molecule or molecular complex and said JNK3 
amino acid residues is not greater than about 0.3 A. 

11. A crystalline molecule or molecular 
complex comprising a binding pocket defined by- 
structure coordinates of a set of amino acid residues 
which correspond to JNK3 amino acid residues Ile70, 
Gly71, Ser72, Asnl52, Cysl54 and Glnl55 according to 
Figure 3, wherein the root mean square deviation of the 
backbone atoms between said set of amino acid residues 
of said molecule or molecular complex and said JNK3 
amino acid residues is not greater than about 1.0 A. 

12. A crystalline molecule or molecular 
complex comprising a protein defined by structure 
coordinates of a set of amino acid residues which 
correspond to JNK3 amino acid residues set forth in 
Figure 1, wherein the root mean square deviation of the 
backbone atoms between said set of amino acid residues 
of said protein and said JNK3 amino acid residues is 
not more than about 0.9 A. 

13 . A crystalline molecular complex 
comprising a protein defined by structure coordinates 
of a set of amino acid residues which are identical to 
JNK3 amino acid residues set forth in Figure 1, wherein 
the root mean square deviation between all atoms of 
said set of amino acid residues of said protein and 
said JNK3 amino acid residues is not more than about 
1.3 A. 

14. A crystalline molecular complex 
comprising a protein kinase, wherein the protein kinase 
comprises a methionine residue that corresponds to 
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I, 

Metl46 of JNK3, wherein the residue has a xl angle in 
the range of about -120** to -180^ and 45° to 180°. 

15. The crystalline molecular complex of 
claim 14, wherein the xl angle is in the range of -150° 
to -180°, the x2 angle is in the range of -150° to 
-170°, and the x3 angle is in the range of 95° to 135°. 

16. The crystalline molecular complex of 
claim 14, wherein the xl angle is in the range of 60° 
to 80°, the x2 angle is in the range of 155° to 175°, 
and the x3 angle is in the range of -45° to -65°. 

17. The crystalline molecular complex of 
claim 14, wherein the xl angle is in the range of 135° 
to 155°, the x2 angle is in the range of -115° to 
-135°, and the x3 angle is in the range of -155° to 
-175° . 

18. The crystalline molecule or molecular 
complex according to any one of claims 10-17, wherein 
the molecule or molecular complex is a JNK3 protein or 
JNK3 protein complex, or homologues thereof. 

19. A computer comprising: 

(a) a machine -readable data storage 
medium, comprising a data storage material encoded with 
machine -readable data, wherein said data defines the 
binding pocket according to any one of claims 10-11 or 
the protein according to any one of claims 12-17; 

(b) a working memory for storing 
instructions for processing said machine-readable data; 

(c) a central processing unit coupled 
to said working memory and to said machine- readable 
data storage medium for processing said machine- 



- 82 - 



readable data and means for generating three- 
dimensional structural information of said binding 
pocket or protein; and 

(d) output hardware coupled to said 
central processing unit for output ting three- 
dimensional structural information of said binding 
pocket or protein, or information produced using said 
three-dimensional structural information of said 
binding pocket or protein. 

20. The computer according to claim 19, 
wherein said data is produced by homology modeling of 
at least a portion of the structure coordinates of 
Figure 1, 2 or 3 . 

21. The computer according to claim 19, 
wherein said means for generating three-dimensional 
structural information is provided by means for 
generating a three-dimensional graphical representation 
of said binding pocket or protein. 

22. The computer according to claim 19, 
wherein said output hardware is a display terminal, a 
printer, CD or DVD recorder, ZIP™ or JAZ™ drive, a disk 
drive, or other machine -readable data storage device. 

23. A method for designing, selecting and/or 
optimizing a chemical entity that binds to the molecule 
or molecular complex according to any one of the claims 
10-17 comprising the steps of: 

(a) providing the structure coordinates 
of said molecule or molecular complex on a computer 
comprising the means for generating three-dimensional 
structural information from said structure coordinates; 
and 
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(b) designing, selecting and/or 
optimizing said chemical entity by performing a fitting 
operation between said chemical entity and said three- 
dimensional structural information of said molecule or 
molecular complex. 

24. A method for evaluating the ability of a 
chemical entity to associate with the molecule or 
molecular complex according to any one of claims 10-17 
comprising the steps of: 

(a) employing computational means to 
perform a fitting operation between the chemical entity 
and the molecule or molecular complex; and 

(b) analyzing the results of said 
fitting operation to quantitate the association between 
the chemical entity and the molecule or molecular 
complex. 

25. The method according to claim 24, 
further comprising generating a three-dimensional 
graphical representation of the molecule or molecular 
complex prior to step (a) , 

26. The method of claim 24, wherein the 
method is for evaluating the ability of a chemical 
entity to associate with the binding pocket of the 
molecule or molecular complex. 

27. A method of using a computer for 
evaluating the ability of a chemical entity to 
associate with the molecule or molecular complex 
according to any one of claims 10-17, wherein said 
computer comprises a machine -readable data storage 
medium comprising a data storage material encoded with 
said structure coordinates defining said binding pocket 
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or protein and means for generating a three-dimensional 
graphical representation of the binding pocket or 
protein, and wherein said method comprises the steps 
of: 

(a) positioning a first chemical entity 
within all or part of said binding pocket or protein 
using a graphical three-dimensional representation of 
the structure of the chemical entity and the binding 
pocket or protein; 

(b) performing a fitting operation 
between said chemical entity and said binding pocket or 
protein by employing computational means ; 

(c) analyzing the results of said 
fitting operation to quantitate the association between 
said chemical entity and all or part of the binding 
pocket or protein; and 

(d) outputting said quantitated 
association to suitable output hardware. 

28. The method according to claim 27, 
further comprising the steps of: 

(e) repeating steps (a) through (d) 
with a second chemical entity; and 

(f) selecting at least one of said 
first or second chemical entity that associates with 
said all or part of said binding pocket or protein 
based on said quantitated association of said first or 
second chemical entity. 

29- A method for identifying an agonist or 
antagonist of a molecule or molecular complex according 
to any one of claims 10-17 comprising the steps of: 
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(a) using a three-dimensional structure 
of the molecule or molecular complex to design or 
select a chemical entity; 

(b) contacting the chemical entity with 
the molecule or the molecular complex; 

(c) monitoring the catalytic activity 
of the molecule or molecular complex; and 

(d) classifying the chemical entity as 
an agonist or antagonist based on the effect of the 
chemical entity on the catalytic activity of the 
molecule or molecular complex. 

30. A method of utilizing molecular 
replacement to obtain a structural model of a molecule 
or a molecular complex of unknown structure, comprising 
the steps of: 

(a) crystallizing said molecule or 
molecular complex; 

(b) generating an X-ray diffraction 
pattern from said crystallized molecule or molecular 
complex; 

(c) applying at least a portion of the 
structure coordinates set forth in Figure 1, 2 or 3 or 
in a homology model thereof to the X-ray diffraction 
pattern to generate a three-dimensional electron 
density map of at least a portion of the molecule or 
molecular complex whose structure is unknown; and 

(d) generating a structural model of 
the molecule or molecular complex from the three- 
dimensional electron density map. 

31. The method according to claim 30, 
wherein the molecule is a JNK3 protein or homologue 
thereof . 
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32. The method according to claim 30, 
wherein the molecular complex is selected from the 
group consisting of a JNK3 protein complex and a JNK3 
homo 1 ogue c omp lex. 



- 87 - 



ABSTRACT 

[0204] The invention relates to crystalline 
molecules or molecular complexes that comprise binding 
pockets of c-Jun N- terminal kinase 3 (JNK3) or its 
5 homologues. The invention also relates to crystals 
comprising JNK3 and an inhibitor. The present 
invention also relates to a computer comprising a data 
storage medium encoded with the structural coordinates 
of JNK3 binding pockets and methods of using a computer 

10 to evaluate the ability of a compound to bind to the 
molecule or molecular complex. This invention also 
relates to methods of using the structure coordinates 
to solve the structure of homologous proteins or 
protein complexes. In addition, this invention relates 

15 to methods of using the structure coordinates to screen 
for, design and optimize compounds, including agonists 
and antagonists, which bind to JNK3 or homologues 
thereof . 



EV371753850US .1 10/501 002 



FIG. lA 





Atiom 




* Res id 


it 

tr 




X 




Y 




2 


OCC 




B 


ATOM 


1 


CB 


VAL 


44 


-1 . 


554 


11 


. 775 


58 


. 841 


1 . 


00 


44 . 


68 


ATOM 


2 


CGI 


VAL 


44 


-0 . 


373 


12 


. 518 


59 , 


. 504 


1 . 


00 


41 . 


59 


ATOM 


3 


CG2 


VAT. 


44 


-2 . 


770 


12 


. 693 


58 


. 662 


1 . 


00 


38 . 


80 


ATOM 


4 


Q 


VAL 


44 


- 0 . 


036 


11 


. 928 


56 


. 766 


1. 


00 


45 . 


09 


ATOM 


5 


o 


VAIi 


44 


0 . 


, 93 6 


11 


. 355 


56 


. 264 


1. 


00 


41 . 


95 


ATOM 




N 


VAL 


44 


-0 , 


, 692 


9 


. 711 


57 


. 661 


1. 


00 


46 . 


59 


ATOM 


7 


CA 


VAL 


44 


-1 , 


, 140 


11 


. 123 


57 


.467 


1. 


00 


45 . 


20 


ATOM 


3 


N 


ASP 


45 


-0 . 


196 


13 


. 252 


56 


. 744 


1. 


00 


45 . 


56 


ATOM 


9 


CA 


ASP 


45 


0 . 


749 


14 


. 177 


56 


. 127 


1 . 


00 


46 , 


19 


ATOM 


1 0 


CB 


ASP 


45 


0 . 


.318 


15 


. 615 


56 


. 445 


1 . 


00 


50 . 


81 


ATOM 


1 1 


CO 


ASP 


45 


0 . 


.477 


16 


. 559 


55 


.2 57 


1. 


00 


54 . 


31 


ATOM 


12 


ODl 


ASP 


45 


1 , 


. 579 


16 


. 604 


54 


. 657 


1. 


00 


54 . 


34 


ATOM 


13 


OD2 


ASP 


45 


- 0 . 


. 504 


17 


. 269 


54 


. 936 


1. 


00 


53 . 


14 


ATOM 


14 




ASP 


45 


2 . 


. 222 


13 


. 969 


56 


. 530 


1. 


00 


45 . 


23 


ATOM 


15 


o 


ASP 


45 


3 . 


. 125 


14 


. 433 


55 


. 832 


1. 


00 


41 . 


. 27 


ATOM 


16 


N 


ASN 


46 


2 , 


. 459 


13 


. 286 


57 


. 654 


1. 


00 


44 . 


, 70 


ATOM 


17 


CA 


ASN 


46 


3 . 


. 816 


13 


.018 


58 


. 127 


1 . 


00 


40 . 


, 32 


ATOM 


1 8 


CB 


ASN 


46 


3 . 


. 821 


12 


. 654 


59 


. 616 


1. 


00 


44 , 


.41 


ATOM 


1 9 


CG 


ASN 


46 


2 . 


. 903 


11 


. 483 


59 


. 953 


1 . 


00 


48 , 


, 13 


ATOM 


2 0 


ODl 


ASN 


46 


2 . 


, 249 


10 


. 903 


59 


. 080 


1 . 


00 


51 . 


, 07 


ATOM 


2 1 


ND2 


ASN 


4 6 


2 . 


.83 6 


11 


, 14 7 


61 


, 233 


1. 


00 


47 . 


, 12 


ATOM 


22 




ASN 


46 


4 , 


. 511 


11 


. 933 


57 


. 311 


1. 


00 


37 . 


. 04 


J. 




o 


ASN 


4 6 


5 . 


. 742 


11 


. 873 


57 


. 257 


1. 


00 


33 . 


. 54 


2^ TOM 


^ *± 


N 


GLN 


47 


3 , 


. 715 


11 


. 069 


56 


. 690 


1. 


00 


31 . 


, 75 


ATOM 


25 


CA 


GLN 


47 


4 , 


. 253 


10 


. 008 


55 


. 855 


1 . 


00 


32 , 


. 28 


ATOM 


2 6 


CB 


GLN 


4 7 


3 . 


. 180 


3 


. 964 


55 


. 586 


1 . 


00 


32 , 


. 94 


ATOM 


2 7 


CG 


GLN 


47 


2 , 


. 63 5 


3 


. 292 


56 


. 827 


1 . 


00 


35 . 


. 16 


ATOM 


2 8 


CD 


GLN 


4 7 


1 


.600 


7 


. 245 


56 


. 492 


1 . 


00 


37 , 


. 29 






OEl 


GLN 


47 


0 


, 412 


7 


.411 


56 


. 777 


1 . 


00 


3 9 , 


. 51 


ATOM 


3 0 


NE2 


GLN 


47 


2 , 


. 042 


5 


.161 


55 


. 861 


1. 


00 


38 , 


. 10 


ATOM 


3 1 


Q 


GLN 


47 


4 , 


, 720 


10 


. 608 


54 


. 527 


1. 


00 


32 . 


. 61 


ATOM 




o 


GLN 


47 


5 , 


, 560 


10 


. 031 


53 


. 823 


1. 


00 


34 . 


. 45 


ATOM 


33 


N 


PHE 


48 


4 , 


. 156 


11 


. 770 


54 


.202 


1. 


00 


30 . 


. 02 


ATOM 


34 


CA 


PHE 


48 


4 , 


, 458 


12 


. 503 


52 


. 977 


1 . 


00 


24 . 


. 00 


ATOM 


3 5 


CB 


PHE 


4 8 


3 . 


. 173 


13 


. 045 


52 


. 364 


1 . 


00 


19 . 


. 63 


ATOM 


3 6 


CG 


PHE 


48 


2 


. 188 


11 


. 982 


51 


. 986 


1 . 


00 


23 . 


.41 


ATOM 


3 7 


CDl 


PHE 


48 


1 


.33 6 


11 


.442 


52 


. 942 


1. 


00 


18 . 


. 66 


ATOM 


3 8 


CD2 


PHE 


48 


2 


. 089 


11 


. 541 


50 


. 664 


1 . 


00 


23 . 


. 94 


ATOM 




\^Cj J. 


PHE 


48 


0 


. 3 91 


10 


. 471 


52 


. 596 


1. 


00 


20 , 


. 60 


ATOM 


4 O 


CE2 


PHE 


48 


1 


. 149 


10 


. 569 


50 


. 294 


1. 


00 


18 , 


. 66 


ATOM 


4 1 


CZ 


PHE 


48 


0 


. 292 


10 


. 032 


51 


, 266 


1. 


00 


23 , 


. 76 


ATOM 




r« 


PHE 


4 8 


5 


.387 


13 


. 682 


53 


. 235 


1. 


00 


22 , 


. 48 


ATOM 




o 


PHE 


4 8 


5 


. 876 


13 


. 876 


54 


. 346 


1 . 


00 


27 , 


. 78 


ATOM 


44 


N 


TYR 


49 


5 


. 659 


14 


. 4 34 


52 


.173 


1 , 


00 


19 . 


. 53 


ATOM 


4 


OA 


TVP 


4 Q 


6 


. 4 93 


15 


.62 0 


52 


.225 


1 . 


00 


15 


. 88 


ATOM 


46 


CB 


TYR 


49 


7 


.939 


15 


-255 


52 


.551 


1 . 


00 


11 


. 81 


ATOM 


47 


CG 


TYR 


49 


8 


.848 


14 


.994 


51 


.384 


1. 


00 


16 


.74 


ATOM 


48 


CDl 


TYR 


49 


9 


.885 


15 


.869 


51 


.093 


1. 


00 


21 


.41 


ATOM 


49 


CEl 


TYR 


49 


10 


.800 


15 


.595 


50 


.073 


1. 


00 


22 


.47 


ATOM 


50 


CD2 


TYR 


49 


8 


.735 


13 


.837 


50 


.622 


1 . 


,00 


20 


.14 


ATOM 


51 


CE2 


TYR 


49 


9 


. 653 


13 


.555 


49 


.594 


1 . 


00 


20 


.86 


ATOM 


52 


CZ 


TYR 


49 


10 


. 681 


14 


.436 


49 


.332 


1 , 


00 


22 


. 92 


ATOM 


53 


OH 


TYR 


49 


11 


. 617 


14 


.156 


48 


.361 


1 . 


00 


25 


. 56 


ATOM 


54 


C 


TYR . 


49 


6 


.376 


16 


.346 


50 


. 892 


1 . 


, 00 


20 


. 03 


ATOM 


55 


O 


TYR 


49 


6 


.214 


15 


.715 


49 


. 847 


1 . 


. 00 


21 


.71 


ATOM 


56 


N 


SER 


50 


6 


.441 


17 


.673 


50 


. 934 


1 . 


.00 


18 


.79 


ATOM 


57 


CA 


SER 


50 


6 


.301 


18 


.486 


49 


.733 


1. 


.00 


14 


.86 



1/150 



aO/501002 



FIG- IB T> 



ATOM 


3 O 


CB 


SER 


50 


5 . 


, 456 


19 . 


723 


50 


. 017 


■1 . 


00 


15 . 


67 






OG 


SER 


50 


4 , 


. 087 


19 . 


385 


50 


. 146 


1 , 


00 


17 . 


38 


ATOM 


n 

D U 


Q 


SER 


5 0 


7 , 


,577 


18 . 


909 


49 


. 048 


1 . 


00 


18 . 


,39 


ATOM 


6 1 




SER 


50 


8 . 


. 60 6 


19 . 


149 


49 


. 685 


1 , 


0 0 


18 , 


, 03 


ATOM 


o ^ 


N 


VAL 


51 


7 , 


. 494 


18 . 


983 


47 


. 723 


1 . 


00 


23 . 


. 30 


ATHM 


63 


CA 


VAT. 


51 


8 . 


. 614 


19 . 


396 


46 


. 894 


1 . 


00 


27 . 


, 03 


ATOM 




CB 


VAL 


51 


9 , 


. 213 


18 , 


217 


46 


. 082 


1 . 


00 


27 . 


, 90 


ATOM 




CGI 


VAT. 


51 


10 . 


. 674 


18 . 


, 504 


45 


. 755 


1 . 


00 


30 . 


. 77 


ATOM 


o o 


CG2 


VAL 


51 


9 , 


. 088 


16 . 


, 907 


46 


. 852 


1 . 


00 


31 . 


. 13 


ATOM 


67 




VAL 


51 


8 . 


, 104 


20 . 


,459 


45 


. 931 


1 . 


00 


27 . 


. 87 


ATOM 


68 


0 


VAL 


51 


6 < 


. 958 


20 . 


.400 


45 


.476 


1 . 


00 


29 . 


. 93 


ATOM 


69 


N 


GLU 


52 


8 


. 93 0 


21 , 


, 468 


45 


. 672 


1 . 


00 


29 . 


. 63 


ATOM 


70 


CA 


GLU 


52 


8 . 


. 54 3 


22 . 


,53 8 


44 


.757 


1 . 


0 0 


27 . 


.26' 


ATOM 


7 1 






52 


9 


. 072 


23 . 


, 897 


45 


. 221 


1 . 


00 


29 . 


. 95 


ATOM 








52 


8 


. 63 8 


25 . 


, 03 7 


44 


. 300 


1 , 


00 


36 . 


. 89 


ATOM 


/ J 


on 




9^ 


9 


. 302 


26 . 


, 360 


44 


. 619 


1 . 


00 


39 , 


. 00 


ATOM 




WHi X 


nT .TT 


3^ 


8 


. 691- 


27 ■ 


. 156 


45 


.363 


1 . 


00 


41 , 


. 58 


ATOM 


t 3 


OE2 


GLU 


52 


10 


. 421 


26 . 


. 602 


44 


.112 


1 , 


00 


35 


. 61 


ATOM 


/ D 


r* 




c; 9 
_j ^ 


9 


. 072 


22 


► 253 


43 


. 3 67 


1 , 


00 


22 


. 35 


ATOM 


/ / 


w 




52 


10 


27 6 


22 . 


. 284 


43 


. 135 


1 . 


00 


25 . 


. 69 


ATOM 
r\ X KJVl 


1 R 
/ o 


IN 


VAL 




o 
o 


. 167 


21 . 


. 94 6 


42 


, 450 


1 . 


. 00 


20 


. 71 


ATOM 


'7 Q 


PA 
V_A 


VAT. 
V AXj 




Q 
O 


, 53 3 


21 


672 


4 1 


.070 


1 . 


00 


22 


. 02 


ATOM 


nn 
o u 




VAT. 

V AXj 


3o 


8 


.191 


20 


, 215 


4 0 


.679 


1 , 


00 


21 


. 57 


ATOM 


A 1 


cm 


VAT. 
V AXj 




p 
o 


R"? 1 

* 3 J X 


19 


. 970 


39 


. 223 


1 . 


. 00 


24 


. 78 


ATOM 


o ^ 




VAT. 
V AXj 




3 


. 968 


19 , 


. 238 


41 


. 558 


1 . 


. 00 


24 


. 81 


ATOM 
A X \jn 


O J 


o 


VAL 


53 


7 


. 819 


22 , 


. 668 


40 


. 148 


1 . 


. 00 


23 


. 76 


ATOM 
AX vl'l 


PA 




VAT. 
V AXj 




o 


. 686 


22 


. 434 


39 


. 700 


1 , 


. 00 


24 


. 98 


ATOM 
A X Wi^'i 


o D 


IN 




-J *± 


g 


.471 


23 


.8 03 


39 


.909 


1 , 


. 00 


15 


. 00 


ATOM 
A X \Jl'i 


86 


CA 


GLY 


54 


7 


. 892 


24 


. 820 


39 


.057 


1 . 


. 00 


12 


. 96 


ATOM 
A X \JVi 


R "7 




wXj x 




g 


. 63 5 


25 


.4 24 


39 


. 651 


1 . 


. 00 


12 


. 55 


ATOM 
A X KJVi 


RR 




GLY 






. 643 


25 


. 866 


4 0 


. 789 


1 . 


. 00 


16 


. 27 


ATOM 

A X 


R Q 


XM 


AQP 

AO<r 


RS 


5 


. 557 


25 


.462 


38 


. 870 


1 . 


. 00 


18 


. 77 


ATOM 
A X V^l'l 




PA 
v-A 


AQP 

AO XT 


RR 


4 


, 285 


26 


. 024 


39 


. 335 


X , 


. 00 


19 


. 62 


ATOM 
A X KJVl 


Q1 


PR 


ASP 


RR 


3 


.300 


26 


.271 


38 


. 176 


1 , 


. 00 


23 


. 42 


ATOM 

A X v/l'i 




PO 


ASP 


55 


3 


. 773 


27 


.322 


37 


. 175 


1 , 


. 00 


28 


, 63 


ATOM 
A X KJVi 




om 


A<5 P 

AO C 


R R 


4 


. 64 3 


28 


. 158 


37 


. 505 


1 , 


, 00 


29 


. 48 


ATOM 


94 


OD2 


ASP 


55 


3 


.232 


27 


. 317 


36 


. 045 


1 


. 00 


24 


. 85 


ATOM 
A X yjvi 


Q 


r* 


A C!P 
AO XT 


R R 


3 


.607 


2 5 


.044 


4 0 


.2 61 


1 . 


. 00 


17 


. 02 


ATOM 
A X 


Q 

J7 D 


n 


A CJP 
AO±r 


R R 


2 


.596 


2 5 


.3 68 


40 


. 875 


1 


. 00 


18 


. 70 


ATOM 
A X VJl*J 


Z7 / 


M 
IM 




R A 


4 


. 128 


23 


. 823 


40 


.288 


1 


. 00 


19 


. 63 


ATOM 
A X KJi'l 


Q R 


PA 
V_A 




R^ 


•3 


R^O 


22 


. 747 


41 


. 086 


1 


. 00 


20 


. 49 


ATOM 


Q Q 


PR 


QPP 


R^ 


■a 




21 


. 502 


40 


. 197 


1 


. 00 


19 


. 15 


ATOM 


ion 
X u u 


on 




R^ 




^PO 

• O O V/ 


21 


. 805 


39 


. 034 


1 


. 00 


21 


. 54 




X U X 






R 


4 


9 R 
. z o ^ 


2 2 


3 72 


4 2 


.3 80 


\ 


. 00 


14 


. 16 


A X KJVI 


X u z 


r\ 
yj 


QPP 
OiirC 


R^^ 


c 

3 


.471 


22 


.63 9 


4 2 


.5 65 


1 


. 00 


1 0 


. 18 


ATOM 


X u ^ 




X rirc 


R '7 




R77 

. z> J J 


Z X 


. 7 54 


43 


.281 


1 


. 00 


1 1 


. 32 


Ai UIm 




O A 


X rlK 


R 1 




n R 


Z X 


O R 9 

. z o z 


6. A 


R7 Q 

. 3 O 27 




. 0 0 


1 5 


. 55 


ATOM 


105 


CB 


THR 


57 


3 


.360 


21 


.910 


45 


. 778 


1 


.00 


15 


.32 


ATOM 


106 


OGl 


THR 


57 


3 


.485 


23 


.339 


45 


.751 


1 


.00 


17 


.52 


ATOM 


107 


CG2 


THR 


57 


3 


.965 


21 


.395 


47 


.065 


1 


.00 


8 


.74 


ATOM 


108 


C 


THR 


57 


3 


.860 


19 


.770 


44 


.550 


1 


.00 


11 


.87 


ATOM 


109 


0 


THR 


57 


2 


.720 


19 


.307 


44 


.476 


1 


.00 


8 


.37 


ATOM 


110 


N 


PRE 


58 


4 


. 945 


19 


. 006 


44 


. 542 


1 


.00 


9 


.07 


ATOM 


111 


CA 


PHE 


58 


4 


, 836 


17 


.553 


44 


.592 


1 


.00 


15 


. 67 


ATOM 


112 


CB 


PHE 


58 


5 


.958 


16 


.891 


43 


.795 


1 


. 00 


20 


.52 


ATOM 


113 


CG 


PHE 


58 


5 


.601 


16 


.620 


42 


.357 


1 


.00 


25 


.17 


ATOM 


114 


CDl 


PHE 


58 


5 


.240 


17 


.660 


41 


. 506 


1 


. 00 


29 


. 63 


ATOM 


115 


CD2 


PHE 


58 


5 


.631 


15 


.324 


41 


.852 


1 


.00 


29 


.62 


ATOM 


116 


CEl 


PHE 


58 


4 


.914 


17 


.411 


40 


.160 


1 


.00 


31 


.71 



2/150 



111/501 



FIG. IC 



ATOM 


1 1 




tr nCj 


^ o 


5 


,309 


15 


. 058 


40 


. 510 


1 , 


. 00 


24 . 


12 




1 1 fi 

J. X o 






3 o 


4 


. 94 9 


16 


. 104 


39 


. 663 


1 . 


, 00 


25 . 


51 


a TOM 


J. X 7 


o 




RP 


4 


. 851 


17 


.031 


46 


. 029 


1 , 


. 00 


15 . 


98 


ATOM 




o 


PHE 


58 


5 


.895 


17 


. 015 


46 


. 684 


1 . 


. 00 


13 . 


06 


ATOM 


1 9 T 




THP 
X nr^ 


^ Q 


3 


. 676 


16 


. 667 


46 


.531 


1 . 


. 00 


18 . 


04 


ATOM 




V— A 


THP 
X nrv 




3 


. 524 


16 


.115 


47 


. 878 


1 , 


. 00 


16 . 


76 


a TOM 






THP 




2 


. 194 


16 


, 572 


48 


,489 


X . 


. 00 


22 . 


41 


ATOM 




WwX 


THP 




2 


. 113 


18 


. 003 


48 


.419 


1 . 


. 00 


26 . 


00 


ATOM 


x^ z? 




THP 
X nix 


-3 


2 


. 080 


16 


. 134 


49 


. 939 


1 . 


. 00 


24 . 


02 


A TOM 


X ^ O 


o 


THP 

X nr\. 




-5 
O 


. 584 


14 


. 575 


47 


. 792 


1 , 


. 00 


12 . 


75 


A TOM 


19'? 
X^ / 




THP 

X nr\. 


RQ 


2 


. 572 


13 


. 904 


47 


. 586 


1 , 


. 00 


6 . 


67 


A TOM 


X ^ o 


IN 


VAT. 

V AXj 




4 


. 783 


14 


02 0 


47 


.93 8 


1 , 


. 00 


12 . 


07 


A TOM 


X ^ 7 


pa 

A 


VALi 




4 


. 975 


12 


. 572 


47 


. 821 


1 


. 00 


16 . 


39 


A TOM 


X J u 




VAT. 


n 

o u 


5 


. 977 


12 


. 234 


46 


. 675 


1 , 


. 00 


9 . 


02 


ATOM 


ITT 
X O X 


pm 


VAT. 
V AXj 


D \J 


c 


.416 


12 


. 643 


45 


.336 


X , 


. 00 


11 . 


33 


ATOM 


Xo ^ 


P/^9 


V AXj 


o u 




• O V / 


12 


. 913 


46 


. 914 


X 


. 00 


2 . 


00 


ATOM 


1 "T 
X^ J 


\^ 


\7aT 

V AJj 


o u 




• ft O 3 


1 1 


. 813 


49 


.076 


1 


. 00 


20 . 


62 


2iTOM 


X J *r 


r\ 
\J 


V AXj 


fin 




. 896 


12 


. 397 


50 


. 057 


X , 


, 00 


24 . 


40 


A TOM 


X ^ O 




T T?TT 


fi 1 
D X 




• OX/ 


1 D 
X u 


.4 91 


4 9 


. 015 


X 


. 00 


18 . 


08 


ATOM 


X J D 


pa 

V^A 


T 17TT 
XjIIjU 


fi 1 
O X 


c 


• / O D 


Q 


. o o z 




. Ill 


X 


. 0 0 


14 . 


84 






PT5 


T T?TT 


O X 




4 9 Q 
. fx Z 7 


o 


. X o o 


4. Q 

*X -7 


.7 90 


X 


. 0 0 


12 . 


15 


ATOM 


X J O 




T T7TT 


fi 1 

O X 


*> 
O 


Qfi9 

> ? O 40 


7 


7 9 
. / ^z 


ft 7 


. 646 


X 


. 0 0 


1 0 . 


77 


ATOM 


Xo !? 




T T?TT 


O X 


o 


PPP 

• o o o 


D 


.332 


49 


. 0 96 


X 


. 00 


8 . 


34 


ATOM 


Xft U 


PFiO 


T .T?TT 


Q X 


■3 
O 


. ^ O 3 


n 
1 


P Ri 

• O 3 X 


RO 


QP1 

. 7 O X 


X 


, 00 


5 . 


08 


ATOM 


Xfl X 


r* 


XjCiU 


fi 1 
D X 


/ 


. ^O 3 


q 


7QQ 




, 292 


1 


, 00 


13 . 


78 


ATOM 




L/ 


T T?TT 


fi 1 
O X 


■7 




Q 


■ 7 O D 


fi 7 


1 ft 

• O X o 


X 


00 


15 , 


00 


ATOM 




IM 
JN 


T VC 
Xj X o 


b ^ 


n 
/ 


. o o o 


Q 


7Rn 


^ X 


. 3 ft X 


1 


, 00 


13 . 


56 


A TOM 


X ft *k 


pa 

L.A 


T VQ 
Xj X iD 


fi o 
b ^ 


Q 


OP P 

. t/ o o 




. 17 \J O 


R1 

O X 


p pp 
. o o o 


X 


. 0 0 


11 


4 5 


ATOM 


X fx 3 


PR 


LiYS 




Q 


23 2 


9 


.8 98 


53 


.4 08 


X 


. 00 


18 . 


13 


ATOM 


X fx O 


Pf^ 


Xj X O 




Q 
O 


. 64 2 


1 1 


. 124 


54 


. 0 72 


X 


. 00 


25 . 


67 


ATOM 
AX VJIYI 


Xfl / 


pn 


T VG 
Xj X o 


b ^ 


o 
o 


pm 

• O U X 


X X 


• U O X 


RR 


RP7 


X 


. 0 0 


33 . 


51 


ATOM 


1 il fl 
Xfi O 


PTT 


Xj X o 




g 


. 556 


12 


. 419 


56 


. 243 


X 


. 00 


3 5 . 


54 


ATOM 
A X 


Xft 2r 


IN £J 


T.VQ 
Xj X o 




Q 

o 


. 729 


X ^ 


77 
. o / / 


57 


. 734 


X 


. 00 


42 . 


33 


ATOM 
A X WlTl 


X3 


p 


T.VQ 
Xj 1 o 


Q ^ 


X u 


• w O 


o 
o 


* 7 X o 


51 


. 253 


X 


. 00 


7 , 


12 


ATOM 
A X KJVl 


X 3 X 


o 


T VQ 
Xj X o 


O ^ 


1 1 

X X 


• ^ 17 X 




. V O 9 


3 X 


. 362 


X 


. 00 


4 , 


58 


a TOM 
AX ^Jfl 


XDZ 




app 


fi T 


Q 


n 

« -jfi \j 


7 


ft R9 
. o o z 


50 


. 610 


X 


. 00 


11 . 


02 


ATOM 
A X \JVl 


X 13 J 


pa 

V—A 


app 


fi T 


X u 


"^P 9 
. o o z 


D 


.8 84 


4 9 


. 942 


X 


. 00 


10 . 


76 


a TOM 
A X KJi'l 


X 3 *z 


PR 


app 


O J 


9 


.583 


5 


598 


4 9 


. 667 


X 


. 00 


9 . 


20 


A TOM 


X 3 3 


PP 


app 


o o 


Q 
O 


34 3 


5 


. 7 63 


4 8 


. 797 


X 


. 00 


10 . 


52 


ATOM 
A X \JVL 


X 3 O 


pn 


APP 


O J 


7 


• 3 / O 


4 


.44 9 


48 


.599 


X 


. 00 


13 . 


21 


ATOM 

AX 


±3 / 


Ml? 


ArCo 


bo 


p 
o 


1P1 
• O O X 


•a 
o 


* O 7 


47 
ft / 


. 17 O O 


X 


, 00 


9 ^ 


08 


A TOM 

A X Kjr*i 


X30 


P7 


ZVPP 
Al\.o 


O 


/ 


P Ql 
• O 7 X 


o 


• ^ fx fx 


4 7 


. 514 


^ X 


. 00 


8 . 


35 


ATOM 

A X yjiyi 




JNrlX 


app 




o 


• Oj7ft 


X 


QP9 

• 7 O Z 


4 7 


. Z3 Q 17 


X 


. 00 


4 ^ 


31 


AiUIM 


X b U 




A DO 
AKo 


bo 


p 
o 


. / X u 


X 


"5 zl 4 

. J fi ft 


A 

ft D 


QQ9 

. J7 ^ ^ 


X 


nn 

, \J\J 


o . 


^P 
o o 


ATOM 

Ai Ul*i 


TCI 

± b X 




app 


bo 


X u 


. i7ft o 


/ 


. f± Ij O 


ft O 




T 
X 


no 


p 


74 


A TOM 

Al UlYl 


X b^^ 


o 


A "DO 


fi "3 

b o 


X z 


. Ufi / 


/ 


lie: 

. X X 3 


A P 
ft O 


9 9 Q 


T 
X 


0 o 

. \J\J 


7 . 


79 




lb J 


N 


TVD 

i xK 




X U 


, xyo 


Q 
O 


.Ob/ 


A P 
ft O 


n "5 4 

. W O fx 


T 
X 


n n 
. u u 


Q 
j7 . 


. u o 


ATOM 


164 


CA 


TYR 


64 


10 


.570 


9 


. 010 


46 


.786 


1 


. 00 


11 . 


96 


ATOM 


165 


CB 


TYR 


64 


9 


.301 


9 


.451 


46 


.068 


1 


.00 


7 . 


,77 


ATOM 


166 


CG 


TYR 


64 


8 


.389 


8 


.297 


45 


.771 


1 


.00 


2. 


.00 


ATOM 


167 


GDI 


TYR 


64 


8 


.878 


7 


.155 


45 


.151 


1 


.00 


2. 


.00 


ATOM 


168 


GEl 


TYR 


64 


8 


. 058 


6 


.074 


44 


.883 


1 


.00 


2. 


:ll 


ATOM 


169 


CD2 


TYR 


64 


7 


. 042 


8 


.328 


46 


.120 


1 


. 00 


2 . 


,00 


ATOM 


170 


CE2 


TYR 


64 


6 


.212 


7 


.246 


45 


.852 


1 


.00 


2 . 


.00 


ATOM 


171 


cz 


TYR 


64 


6 


. 731 


6 


. 119 


45 


.234 


1 


. 00 


6 . 


,29 


ATOM 


172 


OH 


TYR 


64 


5 


.931 


5 


. 032 


44 


.955 


1 


. 00 


11 . 


,87 


ATOM 


173 


C 


TYR 


64 


11 


.455 


10 


.202 


47 


. 081 


1 


. 00 


15. 


.27 


ATOM 


174 


o 


TYR 


64 


10 


.971 


11 


.288 


47 


.394 


1 


.00 


19, 


,73 


ATOM 


175 


N 


GLN 


65 


12 


.759 


10 


.004 


46 


.980 


1 


.00 


17. 


.91 



3/150 



FIG. ID 



ATOM 


X / O 


oa 


VjXlXN 


0 D 


13 . 


. 704 


11 


. 070 


47 


. 2 85 


1 , 


00 


19 . 


. 85 


ATOM 


T T7 
X / / 




nT.M 

VJXjXN 




14 . 


856 


10 


. 480 


48 


. 109 


1 . 


00 


16 , 


. 92 


ATOM 


X / O 




OT .KT 


D 3 


14 


.366 


9 


.720 


49 


.332 


1 . 


00 


21 , 


. 05 


A TOM 




on 


GLN 


D J 


15 


462 


8 


. 956 


50 


, 04 6 


X . 


00 


29 , 


. 96 


A TOM 


1 p n 
J. o u 




OXjIM 




1 fs 

X 0 < 


64 1 


9 


. 021 


4 9 


. 674 


X . 


00 


32 , 


. 66 


ATOM 


X O J- 




GLiN 


0 ^ 


15 . 


. 081 


3 


. 231 


51 


. 091 


X . 


00 


32 , 


, 03 


ATOM 


X o ^ 


r* 


V7XjXN 




14 


251 


11 


. 886 


46 


. 104 


1 . 


00 


2 1 , 


. 54 


A TOM 


X O J 


0 


OXiXN 




xt < 


■ ^ v7 i7 


11 


, 430 


44 


. 966 


X , 


00 


26 , 


. 33 


ATOM 


X o ^ 


N 


ALA 




14 


. 658 


13 


. 119 


46 


.402 


1 . 


00 


23 , 


. 53 


ATOM 


X o o 


oa 

V^A 


ax. a 

AXjA 




X 3 < 


. 252 


14 


. 051 


45 


. 435 


X . 


00 


21 , 


. 77 


ATOM 


X o o 




ai.a 

AXjA 




X 0 . 


. 727 


13 


. 720 


45 


. 233 


X . 


00 


19 


. 86 


a TOM 
AX 


X O / 


0 


at. a 

AXjA 




14 


. 573 


14 


. 204 


44 


. 078 


X . 


00 


17 


. 68 


ATOM 


1 ft fl 
X o o 


0 


aT.a 

AXaA" 




15 


211 


13 


.988 


4 3 


.057 


1 . 


00 


16 


. 11' 


A T^OM 
Al UN 


1 ft Q 
X O i? 


KT 


T.TTTT 
XjXIjU 


0 / 


X J 


.322 


14 


.656 


44 


.0 61 


X . 


00 


15 


. 00 


ATOM 
A X vJiYl 


ion 

XZ7 u 


oa 

^A 




0 / 


X ^ 


• 0 U V/ 


14 


, 829 


42 


. 805 


1 . 


00 


14 


. 02 


ATOM 


X7 X 




T.'PTT 


0 / 


1 1 

X X . 


111 

• XXX 


1 R 

X 3 


. 059 


43 


. 056 


X . 


00 


4 


. 58 


ATOM 


X 7^ 




T.'PTT 


0 / 


1 n 

X u 


» ^ 1 \j 


14 


. 3 0 X 


44 


. 185 


X . 


00 


2 


. 00 


ATOM 




om 


T T?TT 


0 / 


0 
0 


PP 0 

> 0 0 Vil 


1 4 
X ^ 


,471 


43 


. 920 


X . 


00 


2 


. 00 


A TOM 

AX vJP'i 


X y ft 


OFiO 


T CTT 
XjEiU 


0 / 


1 n 

X u 


'TP Q 


1 9 
X ^ 


Q9 1 
. 7 ^ X 


4 4 


2 91 


X 


00 


4 


. 73 


A TOM 
AX tJIYl 


X y -> 




XjIIjU 


D / 


X J 


. X u 3 


1 R 

X 


.981 


4 1 


.917 


1 . 


00 


2 1 


. 98 


A TOM 


X J7 D 




XjILU 


D / 


X J 


1 07 
. X u / 


1 7 
X / 


1 4 

. X "4 D 


4 2 


7 n 

. 3 3 VJ 


X ^ 


00 


2 6 


. 10 


A T/^M 


T Q ^7 

ly / 


M 

rsj 


ATA 
AXjA 


a Q 

D 0 


X J 


. O Z U 


1 R 
X D 


^ R 9 
. 0 D ^ 


4 0 


Q 7 


T 

X . 


0 0 

. VJ VJ 


9 T 

^ 3 


. 2 8 


A T^M 

AX 


X y o 


OA 

UA 


ATA 
AXjA 


ft 


X J 


Q 7 9 


1 

X 0 


R'^ 


3 27 


7"^ 

. / 3 0 


X , 


0 0 


2 0 


. 4 9 


ATOM 


xy y 


OR 


aT a 

AXjA 


ft 


1 R 

X 3 




X 0 


. 268 


39 


.178 


X , 


00 


14 


. 57 


AT/^M 

AlVJM 


o n 
^ u u 


r* 


AT A 


a ft 
0 0 


x^ 


. yuo 


X 0 




ft 
3 0 


. 0 3 X 


X < 


on 

. \J VJ 


^ 3 


. 80 


ATOM 

AX CM 


^ U X 


r\ 
\J 


aT a 

AXjA 


0 0 


X ^ 


• ^ x^ 


1 R 
X 3 


^PQ 

.007 


3 0 


41 

• ft X 0 


X , 


00 

1 VJ \J 


21 


. 05 


ATOM 


o n "5 


JM 


irt<Xj 


0 y 


X ^ 


7^7 


1 7 

X / 


R9^^ 


■^7 
3 / 


• 7 D 0 


X 


, 00 


28 


. 37 


ATOM 
AXUM 


O n "2 






0 y 


X ^ 


9 9 9 


1 Q 
X 


1 ft9 
. X 0 ^ 


T ft 
3 0 


224 


X 


0 0 


3 1 


. 4 9 


A TOM 
AX UI^ 


o r» A 


oa 

V^A 


DDO 


0 y 


1 1 

X X 


ft 7 
.00/ 


"LI 


ft R ft 
.030 


3 D 


, 914 


X , 


0 0 


2 7 


. 06 


A TOM 
AX LflVl 




OR 


DPO 


D y 


1 1 

X X 


4 ft 
. ri 0 0 


1 Q 

X ^ 


"3 R Q 


3 6 


.66 9 


X 


. 0 0 


28 


. 04 


ATOM 


o n ^ 


00 


DRO 


D y 


X 


n n 1=; 

. U U 3 


9 0 


022 


3 7 


93 2 


1 


. 00 


2 8 


. 91 


ATOM 


46 u / 


0 


DRO 


0 


1 9 
X ^ 


1 4 n 

. X*± VJ 


1 7 


1 7R 
. X / 3 


3 5 


.63 3 


X 


, 00 


2 8 


. 24 


ATOM 


0 no 
^ Uo 


0 


"DPO 


0 y 


X 0 


• J 1 X 


17 


04*^ 
• U 'X 0 


35 


. 364 


X 


, 00 


23 


. 40 


ATOM 


0 n Q 
z u y 


IN 


TT T? 


•7 n 


X X 


• X^ .J 


16 


70 R 


34 


. 874 


1 


. 00 


31 


. 91 


ATOM 


^ X u 


oa 

^A 


X XiX!* 


1 \j 


X X 




X 0 


OR? 

. w 3^ 


33 


. 580 


X , 


. 00 


38 


. 18 


ATOM 


on 1 

^ X X 


OR 


TT.T? 
X Xjc< 


nc\ 
1 \j 


1 n 

X \J 


• 0 Q 17 


14 


RR7 


33 


. 607 


1 . 


. 00 


34 


. 66 


ATOM 
A X \Jrl 


^ X ^ 


009 


X IJ IZi 




1 n 

X \J 


• X X 'X 


14 


234 


32 


.338 


X 


. 00 


3 6 


. 72 


ATOM 
AX wJtI 


4£ X J 


OOT 


TT TP 
X Lid 




1 9 

X ^ 




1 1 

X J 


(^70 


3 3 


.822 


X 


. 00 


3 1 


. 51 


ATOM 
AX UJYl 


X^ 


om 

^XJX 


TT J? 
X IjIIi 


/ u 


1 1 

X X 


7 04 


12 


9 7 


34 


.017 


1 


. 00 


29 


. 61 


ATOM 
A X kJV'l 


ZXD 


0 


TT T? 


/ \j 


X u 


c;4 Q 


1 

X 0 


. 0 0 J 


9 
3 ^ 


. 563 


1 


. 00 


4 0 


. 38 


ATOM 


^ X 0 


0 


TT T? 


/ u 


i n 

X u 


• i7 J / 


1 

X 0 




1 

3 X 


. 4 02 


1 


. 00 


43 


. 43 


ATOM 


^ X / 


1ST 




n 1 

/ X 


Q 


40 R 
. *x V 3 


1 7 

X / 


71 
• 3 / X 


3 3 


. 027 


X 


. 00 


44 


. 94 


ATOM 

AiUM 


^ XO 


oa 
CA 


nT V 
oXjX 


/ X 


Q 

0 


R'3 7 


1 ft 
X 0 


9 OP 
• ^ u 0 


9 
3 ^ 


99*? 

. ^ ^ 3 


1 

X < 


00 


4 7 


. 46 


A T/^M 

AXUM 


^ Xy 




OT V 


/ X 


•7 


R7P 
• 3/0 


T 7 
X / 


4 P R 
• fx 0 3 


"7. 1 
3 X 


'5 04 
• 3 Uft 


n 

X < 


00 

. VJ VJ 


4 8 


. 54 


ATOM 


o 0 r» 




OT V 


/ X 


•7 


P R 7 
.00/ 


X 0 


4 0 T 
« fx U X 


*5 0 

3 U 


ft 1 R 


X 


00 


4 7 


R1 

• 3X 


ATOM 


X 


TVT 


ociK 


/ ^ 


0 


4 0 O 


T ft 
X 0 


0 Q 1 

. u y X 


3 X 


19 7 
. X ^ / 


X 


00 


R1 
3 X 


Q7 

. -7 / 


ATOM 


22 2 


CA 


SER 


12. 


c 
b 




X / 


an 
. b J U 


"3 0 
3 U 


9 R'3 
. Z 33 


X 


0 0 


R 

3 3 


ft 0 

. 0 VJ 


ATOM 


223 


CB 


SER 


72 


5 


. 136 


16 


.113 


30 


.276 


1 


.00 


52 


. 09 


ATOM 


224 


OG 


SER 


72 


5 


.997 


15 


.516 


29 


.320 


1 


.00 


55 


. 01 


ATOM 


225 


C 


SER 


72 


3 


.971 


18 


.307 


30 


.555 


1 


.00 


53 


.60 


ATOM 


226 


0 


SER 


72 


3 


.776 


18 


.723 


31 


.719 


1 


,00 


56 


.25 


ATOM 


227 


CB 


GLN 


75 


-2 


.575 


15 


.033 


30 


.778 


1 


.00 


26 


.20 


ATOM 


228 


CG 


GLN 


75 


-2 


. 224 


13 


. 624 


31 


.177 


1 


.00 


27 


.29 


ATOM 


229 


CD 


GLN 


75 


-3 


. 442 


12 


.728 


31 


.172 


1 


.00 


31 


.62 


ATOM 


230 


OEl 


GLN 


75 


-3 


.558 


11 


.818 


30 


.342 


1 


.00 


36 


.78 


ATOM 


231 


NE2 


GLN 


75 


-4 


.381 


13 


. 001 


32 


.083 


1 


. 00 


31 


.34 


ATOM 


232 


C 


GLN 


75 


-1 


.319 


16 


. 062 


32 


.660 


1 


. 00 


27 


.21 


ATOM 


233 


0 


GLN 


75 


-2 


.275 


16 


.251 


33 


.425 


1 


.00 


31 


.31 


ATOM 


234 


N 


GLN 


75 


-0 


.228 


15 


.740 


30 


.395 


1 


.00 


24 


.95 



4/150 



AlUn 


o c 


CA 


AJ.OM 


T Q C 
^ J O 


M 


A iujyi 


O "3 T 


r' A 
L.A 


ATOM 


O Q 




ATOM 


O O Q 


U 


AiOM 


o /I n 


JM 


AiUM 


O A 1 


\JA 


ATUM 


24 Z 




ATOM 


O /t "3 


/^<^o 
v^o2 


Ai vJM 


A A 




Ai UM 


O /I C 




Ai UM 


O /I ^ 




Al UM 


O /I T 

24 / 


u 


Al UM 


O /I Q 

24 o 


IN 


AiUM 


O /I Q 

24 y 


v-A 


AIUM 


o c n 

23U 




ATOM 


OCT 


Co± 


AiOM 


232 


v_V32 


ATOM 


o c o 
2b J 




AiOM 


2b4 


O 


ATOM 


o c c 

255 


Isl 


ATOM 


o c ^ 
2oD 


r"* A 
LA 


ATOM 


OCT 

2b / 


Co 


ATOM 


258 




ATOM 


259 


C 


ATOM 


260 


O 


ATOM 


261 


N 


ATOM 


262 


CA 


ATOM 


263 


CB 


TV Ti/^IVA 

ATOM 


2 64 


L. 


ATOM 


o ^ c 
2ob 


O 


ATOM 


o c ^ 


XT 


ATOM 


OCT 

26 / 


A 

CA 


ATOM 


O £ Q 

2do 


Co 


AiOM 


O C Q 

2 b Z7 


C 


ATOM 


O "7 

2 / U 


u 


Ai UM 


O O T 

2 /I 


JM 


Ai UM 


O T o 
2 /2 


A 

CA 


Ai UM 


O T 1 

2 / J 


Co 


ATOM 


O O /I 

2 /4 


CCf 


ATOM 


o o c 

27b 


CDJL 


ATOM 


o o c 
2 / o 


Ch«X 


ATOM 


O T O 

2 / / 




ATOM 


278 


CE2 


TV TI/^IVA 

ATOM 


279 


CZ 


ATOM 


280 


OH 


ATOM 


281 


C 


ATOM 


282 


O 


ATOM 


283 


N 


ATOM 


284 


CA 


ATOM 


285 


CB 


ATOM 


286 


CG 


ATOM 


287 


ODl 


ATOM 


288 


OD2 


ATOM 


289 


C 


ATOM 


290 


O 


ATOM 


291 


N 


ATOM 


292 


CA 


ATOM 


293 


CB 



FIG. 





/ D 




r^T V 


1 o 


— n 


Vjijx 


1 o 


u 


Vjij X 


1 o 


J. 


Vjjij X 


1 o 


o 


T T C 


n n 

1 1 


o 
2 


TT T? 


/ / 


o 


TT 


I f 


4 


TT 17 


•7 "7 


c 
D 


TT C* 
iijC* 


/ / 


o 




f f 


J. 


TT T? 




A 

r± 


TT "C 
iijiL 




o 


V A-U 


/ o 


c 


vAij 


/ o 


O 




/ o 


O 


VAJj 


TP 


•7 


T7AT 
VAJj 


f o 


c 

b 


TTA T 
VAij 


'1 o 


"7 

1 


T7AT 
VAJj 


/ O 


Q 
O 


C Xo 


O O 


D 
O 


C lo 


T Q 


Q 

y 


C X t> 


•7 Q 

/ y 


o 

y 


CYS 


O Q 

/y 


o 
o 


CYS 


vy 


J. 0 


CY& 


7 y 


y 


ATA 

ALiA 


oO 


J.± 


ALA 


o U 


T O 

±2 


ALiA 


o U 


X J 


ATA 

AIjA 


o U 


± 2 


AT A 

AijA 


p n 




AT A 
AilA 


o J. 


T O 

X2 


ATA 

AJjA 


O i. 


X2 


AT A 

AijA 




X X 


ATA 
AliA 




X^ 


ALA 


O T 


T /I 

X4 


i X K. 


O O 

o 2 


X J 


i X K 


Q O 
O 2 


X4 


i X K 


Q O 

o 2 


T C 

X b 


i JL K 


Q O 

o2 


X O 


i xK 


Q O 

b2 


X / 


i xK 


Q O 

o2 


1 "7 
X / 


i X K 


Q O 

o 2 


Xo 


TYR 


82 


X / 


TYR 


Q O 

o2 


X / 


TYR 


Q O 

o2 


X O 


TYR 


82 


13 


TYR 


82 


13 


ASP 


83 


13 


ASP 


83 


12 


ASP 


83 


11 


ASP 


83 


10 


ASP 


83 


10 


ASP 


83 


9 


ASP 


83 


13 


ASP 


83 


14 


ALA 


84 


13 


ALA 


84 


14 


ALA 


84 


14 



IE 

.501 16.040 31 

.114 15.722 33 

.247 15.754 34 

.684 16.234 34 

.233 16.275 33 

.294 16.662 35 

.679 17.096 35 

.019 18.301 36 

.504 18.705 36 

.160 19.521 35 

.659 19.354 36 

.453 15.843 35 

.934 14.986 3 6 

.645 15.678 35 

.446 14.487 35 

.613 13,639 34 

.578 12.482 34 

.249 13.122 33 

.804 14.768 36 

.587 15.567 35 

.097 14.038 37 

.345 14.181 37 

.063 14.590 39 

.724 16.334 39 

.189 12.915 37 

.677 11.804 37 

.496 13.113 37 

.462 12.040 37 

.731 12.446 37 

.772 11.840 39 

.532 12.617 40 

.211 10.798 40 

.458 10.536 41 

.139 10.221 42 

.462 9.411 41 

.131 8.960 40 

.609 9.029 42 

.474 7.929 43 

.831 8.409 43 

.599 7.311 44 

.105 6.218 43 

.756 5.178 44 

.772 7.337 45 

.420 6.303 46 

.903 5.230 45 

.500 4,196 46 

.758 7.163 44 

.568 7.684 45 

.371 5.927 44 

.667 5.098 45 

.861 4.034 44 

.693 3.567 45 

.777 3.604 46 

.681 3.177 44 

.648 4.432 46 

.315 3.470 45 

.667 4.905 47 

.569 4.401 48 

.492 5.290 49 



140 


1 , 


00 


27 . 


33 


081 


1 ^ 


00 


23 . 


74 


480 


1 . 


00 


22 . 


16 


3 82 




00 


26 . 


62 


273 


]_ ^ 


00 


3 1 . 


92 


4 82 




00 


2 0 . 


67 


3 90 


1 , 


00 


16 . 


35 


.9 V O 




00 


19 . 


61 


124 


1 , 


00 


12 . 


60 


953 


1 , 


00 


17 . 


46 


135 


X . 


00 


18 . 


13 


762 


1 ^ 


00 


14 . 


34 


477 


1 . 


00 


15 . 


37 


203 


1 , 


00 


13 . 


70 


472 


1 , 


00 


13 . 


92 


176 


1 , 


00 


13 . 


49 


393 


1 , 


00 


11 . 


. 19 


73 0 


1 ^ 


00 


6 . 


97 


098 


1 ^ 


00 


15 . 


53 


577 


1 , 


00 


16 . 


48 


176 


2^ ^ 


00 


16 . 


79 


Q 9 T 
J7 ^ J 


X . 




12 . 


3 0 


J 1 Zj 


]^ _ 


on 


1 7 , 


4 8 


o o / 


1 


on 


17 , 


95 


173 J. 


n 

X . 


on 


n 

f • 




7 7 X 


1 

X . 


on 


1 0 

X \J t 


, 14 


yu / 


X . 


on 


A 


1 o 

. X \J 


Q 7 n 


X . 


o n 


X J . 


. X Zj 


^ J o 


T 

X . 


on 


12 


. X D 


4 R9 
O ^ 


T 

X . 


on 


2 1 


14 


n 7 fi 

\J J o 


T 

X . 


on 


^ o . 


4 6 


vj O 3 


1 

X . 


OO 


2 X 


QP 


*± / ^ 


X . 


0 0 


2 1 


. ^ o 


J. O \J 


n 

X . 


on 


1 7 


RA 




X . 




X 7 1 




nnc\ 

/ f yj 


1 

X . 


no 


21 


. 54 




X • 


00 


2 0 


. 19 


^ O J. 


1 . 


00 


2 0 


. 94 


8 92 




00 


2 1 


. 4 3 


604 




00 


2 5 


. 93 




X • 


no 


9 Q 


QO 




1 

X • 


no 


*^ 0 


. 94 


> 7 O 3 


1 

X • 


00 




, 81 




1 

X ■ 


OO 




> / D 


. I? *± D 


X . 


OO 


O 


. ^ o 


1 P 

, O J- o 


X • 


0 0 


9 Q 


. 44 


A Q r\ 
, 4 o U 


X . 


o n 


9 n 


. D / 


,576 


1 . 


. 00 


23 


. 05 


.183 


1, 


.00 


17 


.38 


,145 


1, 


.00 


15 


.03 


.434 


1. 


.00 


14 


.45 


.247 


1. 


.00 


17 


.56 


.496 


1 . 


.00 


18 


. 87 


.632 


1 . 


. 00 


22 


. 51 


.088 


1 . 


. 00 


19 


.10 


.710 


1 . 


. 00 


19 


.53 


.335 


1 . 


. 00 


18 


.37 


.367 


1. 


.00 


13 


.42 


.595 


1. 


.00 


16 


.90 



5/150 



FIG. IF 



ATOM 


294 


c 


AT. A 


84 


14 . 


264 


2 


. 967 


48 . 


, 737 


1 


.00 


7 


.60 


ATOM 


295 


o 


ALA 


84 


15 . 


, 178 


2 


. 180 


48 . 


, 967 


1 


. 00 


7 


.42 


ATOM 


296 


N 


VAL 


85 


12 . 


983 


2 


. 622 


48 . 


, 754 


1 


. 00 


2 


. 00 


ATOM 


297 


CA 


VAL 


85 


12 . 


, 557 


1 


.270 


49 , 


, 086 


1 


. 00 


11 


. 88 


ATOM 


298 


CB 


VAL 


85 


11 . 


. 023 


1 


. 208 


49 . 


, 289 


1 


. 00 


15 


. 00 


ATOM 


299 


CGI 


VAL 


85 


10 . 


, 608 


- 0 


. 176 


49 . 


. 7 '3 8 


1 


. 00 


18 


. 62 


ATOM 


. 300 


CG2 


VAL 


85 


10 , 


. 588 


2 


.250 


50 . 


.314 


1 


. 00 


11 


.37 


ATOM 


301 




VAL 


85 


12 , 


, 979 


0 


.217 


48 . 


, 042 


1 


. 00 


15 


.24 


ATOM 


302 


o 


VAL 


85 


13 . 


, 496 


-0 


. 845 


48 . 


,391 


1 


. 00 


17 


.38 


ATOM 


3 03 


N 


LEU 


86 


12 . 


, 772 


0 


. 533 


46 . 


. 765 


1 


. 00 


17 


. 84 


ATOM 


3 04 


CA 


LEU 


86 


13 . 


. 118 


-0 


. 369 


45 . 


. 664 


1 


. 00 


13 


. 79 


ATOM 


3 05 


CB 


LEU 


86 


12 . 


, 144 


-0 


, 177 


44 . 


. 515 


1 


. 00 


12 


. 13 


ATOM 


306 


CG 


LEU 


86 


10 . 


, 866 


-1 


. 006 


44 . 


.534 


1 


.00 


12 


. 71 


ATOM 


307 


CDl 


LEU 


86 


10 . 


. 245 


- 1 


. 065 


45 - 


, 909 


1 


. 00 


16 


. 53 


ATOM 


308 


CD2 


LEU 


86 


9 , 


. 910 


-0 


.409 


43 . 


► 536 


1 


. 00 


14 


. 81 


ATOM 


309 


c 


LEU 


86 


14 , 


. 529 


-0 


. 191 


45 . 


. 129 


1 


. 00 


17 


. 04 


ATOM 


310 


0 


LEU 


86 


15 . 


, 020 


-1 


. 035 


44 , 


.382 


1 


. 00 


21 


.60 


ATOM 


311 


N 


ASP 


87 


15 . 


. 186 


0 


. 891 


45 . 


. 530 


1 


. 00 


18 


. 90 


ATOM 


312 


CA 


ASP 


87 


16 . 


. 539 


1 


. 204 


45 . 


. 079 


1 


. 00 


23 


. 81 


ATOM 


313 


CB 


ASP 


87 


17 . 


. 543 


0 


. 151 


45 . 


. 551 


1 


. 00 


22 


. 37 


ATOM 


314 


CG 


ASP 


87 


18 . 


. 984 


0 


.609 


45 . 


. 381 


1 


. 00 


30 


. 15 


ATOM 


315 


ODl 


ASP 


87 


19 . 


. 271 


1 


. 797 


45 . 


, 637 


1 


. 00 


29 


. 63 


ATOM 


316 


OD2 


ASP 


87 


19 . 


. 83 6 


- 0 


. 212 


44 . 


. 981 


1 


. 00 


35 


. 59 


ATOM 


317 


c 


ASP 


87 


16 , 


. 664 


1 


.391 


43 , 


. 567 


1 


. 00 


25 


. 14 


ATOM 


318 


Q 


ASP 


87 


17 , 


, 634 


0 


. 937 


42 , 


. 948 


1 


. 00 


28 


. 93 


ATOM 


319 


N 


ARG 


88 


15 . 


. 691 


2 


. 071 


42 , 


. 979 


1 


. 00 


24 


. 77 


ATOM 


320 


CA 


ARG 


88 


15 . 


. 710 


2 


.335 


41 


. 546 


1 


. 00 


23 


. 82 


ATOM 


321 


CB 


ARG 


88 


14 . 


. 94 0 


1 


. 270 


40 . 


. 769 


1 


. 00 


21 


. 43 


ATOM 


322 


CG 


ARG 


88 


13 . 


. 481 


1 


. 152 


41 , 


. 185 


1 


. 00 


26 


. 04 


ATOM 


323 


CD 


ARG 


88 


12 . 


. 588 


0 


. 723 


40 , 


. 042 


1 


. 00 


35 


. 46 


ATOM 


324 


NE 


ARG 


88 


13 


. 157 


- 0 


. 353 


39 


. 224 


1 


. 00 


43 


. 22 


ATOM 


325 


CZ 


ARG 


88 


12 . 


. 473 


- 1 


. 048 


38 , 


. 314 


1 


. 00 


43 


. 53 


ATOM 


326 


NHl 


ARG 


88 


11 , 


. 185 


-0 


. 796 


38 . 


. 104 


1 


. 00 


42 


. 29 


ATOM 


327 


NH2 


ARG 


88 


13 . 


. 083 


-1 


. 977 


37 . 


. 583 


1 


. 00 


47 


.38 


ATOM 


328 


Q 


ARG 


88 < 


15 . 


, 078 


3 


. 691 


41 , 


.299 


1 


. 00 


21 


. 16 


ATOM 


329 


o 


ARG 


88 


14 . 


. 143 


4 


. 080 


41 


. 995 


1 


. 00 


19 


. 00 


ATOM 


33 0 


N 


ASN 


89 


15 . 


. 592 


4 


. 4 02 


40 . 


. 297 


1 


. 00 


18 


. 57 


ATOM 


331 


CA 


ASN 


89 


15 . 


. 073 


5 


. 716 


39 


. 951 


1 


. 00 


10 


. 01 


ATOM 


332 


CB 


ASN 


89 


15 


. 949 




. 402 


38 


. 905 


1 


. 00 


12 


. 28 


ATOM 


333 


CG 


ASN 


89 


17 , 


. 437 


6 


. 099 


39 


. 063 


1 


. 00 


20 


.41 


ATOM 


334 


ODl 


ASN 


89 


17 


. 838 


4 


. 942 


39 


. 186 


1 


, 00 


31 


. 61 


ATOM 


335 


ND2 


ASN 


89 


18 . 


. 262 


7 


. 139 


39 


. 020 


1 


. 00 


19 


. 05 


ATOM 


336 


Q 


ASN 


89 


13 , 


. 716 


5 


. 447 


39 


. 344 


1 


. 00 


4 


. 86 


ATOM 


33 7 


Q 


ASN 


89 


13 


. 534 


4 


.452 


38 


. 650 


1 


. 00 


7 


. 53 


ATOM 


33 8 


N 


VAL 


90 


12 


. 74 0 


5 


. 277 


39 


. 675 


1 


. 00 


5 


. 33 


ATOM 


339 


CA 


VAL 


90 


11 


. 399 




. 127 


39 


. 128 


1 


. 00 


2 


. 00 




7 d n 




VAL 


90 


10 


.4 08 


5 


. 600 


40 


. 186 


1 


. 00a 


4 


. 37 


ATOM 


341 


CGI 


VAL 


90 


10 


.862 


4 


.240 


40 


.702 


1 


. 00 


7 


. 02 


ATOM 


342 


CG2 


VAL 


90 


10 


.254 


6 


.597 


41 


.321 


1 


.00 


6 


.06 


ATOM 


343 


C 


VAL 


90 


10 


.893 


7 


.454 


38 


.545 


1 


.00 


4 


.05 


ATOM 


344 


0 


VAL 


90 


11 


.662 


8 


.397 


38 


.347 


1 


.00 


5 


.57 


ATOM 


345 


N 


ALA 


91 


9 


.609 


7 


.500 


38 


.212 


1 


.00 


2 


.00 


ATOM 


346 


CA 


ALA 


91 


8 


.984 


8 


.704 


37 


.679 


1 


. 00 


3 


.61 


ATOM 


347 


CB 


ALA 


91 


8 


. 920 


8 


. 670 


36 


.151 


1 


. 00 


5 


.67 


ATOM 


348 


C 


ALA 


91 


7 


. 589 


8 


. 771 


38 


.270 


1 


.00 


10 


.32 


ATOM 


349 


O 


ALA 


91 


6 


. 900 


7 


. 751 


38 


.412 


1 


. 00 


13 


.32 


ATOM 


350 


N 


ILE 


92 


7 


.193 


9 


. 976 


38 


.657 


1 


. 00 


12 


.22 


ATOM 


351 


CA 


ILE 


92 


5 


.889 


10 


.198 


39 


.257 


1 


.00 


13 


.29 


ATOM 


352 


CB 


ILE 


92 


6 


.063 


10 


.804 


40 


.697 


1 


.00 


15 


.08 



6/150 



FIG. IG 



ATOM 


353 


CG2 


ILE 


92 


4 . 


, 800 


10 


.584 


41 . 


536 


1 , 


. 00 


9 . 


12 


ATOM 


354 


CGI 


ILE 


92 


7 . 


, 269 


10 


.161 


41 . 


400 


1 , 


.00 


14 . 


98 


ATOM 


355 


GDI 


ILE 


92 


7 . 


, 639 


10 


.804 


42 , 


711 


1 , 


. 00 


17 . 


01 


ATOM 


356 


c 


ILE 


92 


5 . 


, 133 


11 


. 181 


38 . 


368 


1 , 


. 00 


12 , 


70 


ATOM 


357 


0 


ILE 


92 


5 . 


. 749 


12 


. 012 


37 . 


702 


1 . 


. 00 


13 . 


94 


ATOM 


358 


N 


LYS 


93 


3 . 


. 811 


11 


. 055 


38 . 


323 


1 . 


. 00 


10 . 


80 


ATOM 


359 


CA 


LYS 


93 


2 . 


, 993 


11 


. 962 


37 . 


534 


1 


. 00 


12 . 


68 


ATOM 


360 


CB 


LYS 


93 


2 . 


, 523 


11 


.301 


36 . 


238 


1 


. 00 


18 . 


72 


ATOM 


361 


CO 


LYS 


93 


1 . 


. 678 


12 


.217 


35 . 


356 


1 


. 00 


26 . 


15 


ATOM 


362 


CD 


LYS 


93 


1 , 


,476 


11 


. 675 


33 . 


953 


1 


.00 


33 . 


36 


ATOM 


363 


CE 


LYS 


93 


0 , 


. 568 


10 


.453 


33 . 


920 


1 


. 00 


38 . 


49 


ATOM 


364 


NZ 


LYS 


93 


0 . 


. 554 


9 


. 814 


32 . 


569 


1 , 


. 00 


45 . 


17 


ATOM 


365 


c 


LYS 


93 


1 . 


. 80 0 


12 


.4 03 


38 . 


364 


1 , 


. 00 


12 . 


16 


ATOM 


366 


0 


LYS 


93 


1 , 


. 090 


11 


.582 


38 . 


936 


1 


. 00 


12 . 


27 


ATOM 


367 


N 


LYS 


94 


1 . 


. 566 


13 


. 705 


38 . 


415 


1 


. 00 


12 . 


37 


ATOM 


368 


CA 


LYS 


94 


0 . 


. 467 


14 


.226 


39 . 


214 


1 


. 00 


13 . 


50 


ATOM 


369 


CB 


LYS 


94 


0 . 


► 933 


15 


.404 


40 . 


080 


1 


. 00 


11 . 


86 


ATOM 


370 


CO 


LYS 


94 


-0 . 


. 094 


15 


. 759 


41 . 


148 


1 


. 00 


14 . 


06 


ATOM 


371 


CD 


LYS 


94 


-0 . 


. 275 


17 


. 250 


41 . 


372 


1 


. 00 


12 . 


12 


ATOM 


372 


CE 


LYS 


94 


0 . 


. 889 


17 


. 881 


42 . 


073 


1 


. 00 


15 . 


03 


ATOM 


373 


NZ 


LYS 


94 


0 . 


.418 


19 


. 124 


42 . 


737 


1 


. 00 


21 . 


64 


ATOM 


3 74 


c 


LYS 


94 


-0 . 


. 760 


14 


. 657 


38 . 


442 


1 


. 00 


13 . 


08 


ATOM 


3 75 


0 


LYS 


94 


-0 . 


. 704 


15 


. 562 


37 . 


616 


1 


. 00 


18 . 


01 


ATOM 


376 


N 


LEU 


95 


-1 . 


. 877 


14 


. 017 


38 . 


741 


1 


. 00 


14 . 


19 


ATOM 


377 


CA 


LEU 


95 


-3 . 


. 142 


14 


.351 


38 . 


120 


1 


. 00 


13 . 


05 


ATOM 


378 


CB 


LEU 


95 


-3 , 


. 913 


13 


. 090 


37 . 


718 


1 


. 00 


17 . 


09 


ATOM 


379 


CG 


LEU 


95 


-3 , 


. 643 


12 


.386 


36 . 


391 


1 


. 00 


15 . 


05 


ATOM 


380 


CDl 


LEU 


95 


-2 


. 201 


11 


. 920 


36 . 


310 


1 


. 00 


15 . 


02 


ATOM 


381 


CD2 


LEU 


95 


-4 , 


. 602 


11 


. 207 


36 , 


267 


1 


. 00 


17 . 


68 


ATOM 


382 


c 


LEU 


95 


-3 , 


. 969 


15 


. 093 


39 . 


153 


1 


. 00 


17 . 


18 


ATOM 


383 


0 


LEU 


95 


-4 , 


. 535 


14 


. 480 


40 . 


049 


1 


. 00 


18 . 


32 


ATOM 


384 


N 


SER 


96 


-4 , 


. 030 


16 


.412 


39 . 


, 035 


1 


. 00 


17 . 


90 


ATOM 


385 


CA 


SER 


96 


-4 , 


. 814 


17 


.212 


39 . 


, 958 


1 


. 00 


16 . 


67 


ATOM 


386 


CB 


SER 


96 


-4 . 


. 283 


18 


. 645 


40 . 


036 


1 


. 00 


20 . 


30 


ATOM 


387 


OG 


SER 


96 


-2 , 


. 903 


18 


. 681 


40 . 


,351 


1 


. 00 


30 . 


22 


ATOM 


388 


c 


SER 


96 


-6 . 


. 268 


17 


, 242 


39 . 


, 518 


1 


. 00 


16 . 


31 


ATOM 


389 


0 


SER 


96 


~6 


. 567 


17 


. 551 


38 . 


,369 


1 


. 00 


23 . 


36 


ATOM 


3 90 


N 


ARG 


97 


-7 


. 164 


16 


. 915 


40 . 


, 443 


1 


. 00 


13 . 


24 


ATOM 


3 91 


CA 


ARG 


97 


-8 


. 607 


16 


. 924 


40 . 


. 198 


1 


. 00 


14 . 


86 


ATOM 


392 


CB 


ARG 


97 


-9 , 


. 164 


18 


. 349 


40 . 


.326 


1 


. 00 


17 . 


53 


ATOM 


393 


CG 


ARG 


97 


-8 


. 944 


18 


. 996 


41 , 


. 669 


1 


. 00 


17 . 


18 


ATOM 


394 


CD 


ARG 


97 


- 9 


. 733 


20 


. 285 


41 , 


. 788 


1 


. 00 


19 . 


58 


ATOM 


395 


NE 


ARG 


97 


- 9 


. 465 


20 


. 914 


43 , 


. 072 


1 


. 00 


27 . 


, 92 


ATOM 


3 96 


CZ 


ARG 


97 


-10 


. 120 


20 


. 649 


44 . 


,200 


1 


. 00 


29 '. 


, 09 


ATOM 


3 97 


NHl 


ARG 


97 


-11 


. 119 


19 


. 771 


44 . 


, 229 


1 


. 00 


33 . 


26 


ATOM 


3 98 


NH2 


ARG 


97 


- 9 


. 723 


21 


. 217 


45 . 


.326 


1 


. 00 


25 , 


, 41 


ATOM 


3 99 


Q 


ARG 


97 


- 9 


. 061 


16 


. 331 


38 . 


. 865 


1 


. 00 


16 , 


, 76 


ATOM 


400 


0 


ARG 


97 


-9 


.819 


16 


.954 


38 . 


.127 


1 


. 00 


17 . 


, 95 


ATOM 


401 


N 


PRO 


98 


-8 


.634 


15 


.097 


38 . 


.562 


1 


.00 


17. 


,80 


ATOM 


402 


CD 


PRO 


98 


-7 


.815 


14 


.196 


39. 


.385 


1 


.00 


18. 


,27 


ATOM 


403 


CA 


PRO 


98 


-9 


.015 


14 


.448 


37. 


.305 


1 


.00 


14. 


.40 


ATOM 


404 


CB 


PRO 


98 


-8 


.280 


13 


.110 


37. 


.378 


1 


.00 


14. 


,74 


ATOM 


405 


CG 


PRO 


98 


-8 


. 172 


12 


, 843 


38 . 


.838 


1 


. 00 


15. 


, 84 


ATOM 


406 


C 


PRO 


98 


-10 


.523 


14 


.275 


37 . 


.128 


1 


. 00 


14 . 


.36 


ATOM 


407 


0 


PRO 


98 


-11 


.018 


14 


.251 


36 , 


.001 


1 


. 00 


18. 


.45 


ATOM 


408 


N 


PHE 


99 


-11 


.247 


14 


.178 


38 , 


.237 


1 


. 00 


11. 


.59 


ATOM 


409 


CA 


PHE 


99 


-12 


. 702 


14 


.005 


38 , 


.240 


1 


. 00 


8 . 


.51 


ATOM 


410 


CB 


PHE 


99 


-13 


.166 


13 


.512 


39, 


.625 


1 


.00 


10. 


.76 


ATOM 


411 


CG 


PHE 


99 


-12 


.577 


14 


.301 


40 , 


.775 


1 


.00 


11. 


.82 



7/150 



10/501002 



FIG. IH 



ATOM 


412 


GDI 


PHE 


99 


-11 


. 334 


13 . 


. 954 


41 , 


.297 


1 . 


00 


9. 


19 


ATOM 


413 


CD2 


PHE 


99 


-13 


. 211 


15 


.456 


41 . 


► 248 


1 . 


00 


11 . 


64 


ATOM 


414 


CEl 


PHE 


99 


-10' 


: 718 


14 


. 753 


42 , 


.255 


1 . 


00 


10 . 


55 


ATOM 


415 


CE2 


PHE 


99 


-12 


. 604 


16 


.266 


42 . 


.210 


1 . 


00 


3 . 


04 


ATOM 


416 


CZ 


PHE 


99 


-11 


. 354 


15 , 


. 918 


42 . 


. 711 


1 . 


00 


3 . 


99 


ATOM 


417 




PHE 


99 


-13 


. 479 


15 . 


.272 


37 . 


. 864 


1 , 


00 


9 . 


70 


ATOM 


418 


0 


PHE 


99 


-14 


. 710 


15 


. 223 


37 , 


. 780 


1 . 


00 


4 , 


45 


ATOM 


419 


N 


GLN 


100 


-12 


. 785 


16 


.395 


37 


. 643 


1 . 


00 


14 . 


, 64 


ATOM 


420 


CA 


GLN 


100 


-13 


. 453 


17 


. 660 


37 


.286 


1 , 


00 


21 . 


.27 


ATOM 


421 


CB 


GLN 


100 


-12 


. 672 


18 


. 874 


37 


. 810 


1 . 


00 


21 . 


.59 


ATOM 


422 


CG 


GLN 


100 


-12 


. 635 


18 


. 961 


39 


. 332 


1 , 


00 


25 , 


, 09 


ATOM 


423 


CD 


GLN 


100 


- 13 


.299 


20 


. 216 


39 


. 918 


1 . 


00 


29 , 


.38 


ATOM 


424 


OEl 


-GLN - 


10 0 


- 12 


. 8 6 5 


2 0 


. 716 


4 0 


.963 


1 . 


00' 


26 . 


.88 


ATOM 


4 9 R 


NE2 


GLN 


100 


- 14 


.380 


2 0 


. 695 


39 


. 285 


1 . 


00 


28 . 


. 47 


ATOM 


426 


Q 


GLN 


100 


-13 


. 798 


17 


. 854 


35 


. 808 


1 . 


00 


23 . 


. 90 


ZVTOM 


427 




GLN 


100 


-14 


. 617 


18 


. 721 


35 


.468 


1 . 


00 


24 . 


. 03 


ATOM 


428 


N 


ASN 


101 


-13 


. 181 


17 


. 054 


34 


. 942 


1 . 


00 


25 . 


. 19 


ATOM 


429 


CA 


ASN 


101 


-13 


. 430 


17 


. 105 


33 


. 502 


1 . 


00 


24 . 


. 30 


ATOM 


•x o u 


OR 
wo 


ASN 


101 


-12 


. 14 3 


17 


.44 7 


32 


. 743 


1 . 


00 


28 . 


. 04 




4 1 

t ^ X 




ASN 


101 


- 12 


. 352 


17 


.515 


3 1 


. 241 


1 . 


00 


31 , 


, 27 


ATOM 


4 9 
1 J ^ 


ODl 


ASN 


101 


- 12 


.10 9 


1 6 


. 543 


3 0 


. 531 


1 . 


00 


37 , 


. 00 


ATOM 


4 7 

*x J J 


ND2 


ASN 


101 


- 12 


.801 


18 


. 666 


3 0 


.751 


1 . 


. 00 


32 , 


. 53 


ATOM 


4T4 
•* o I 


c 


ASN 


101 


- 13 


. 93 3 


15 


. 73 8 


33 


. 069 


1 . 


. 00 


21 . 


. 66 


ATOM 


4 R 


n 


ASN 


101 


- 13 


. 186 


14 


. 767 


33 


. 103 


1 , 


. 00 


20 , 


. 60 


ATOM 


4*^ 
*± o o 


N 


GLN 


102 


- 15 


. 191 


15 


. 676 


32 


. 643 


1 . 


, 00 


19 , 


. 05 


ATOM 


It o / 


WA 


GLN 


102 


- 15 


. 824 


14 


.430 


32 


.210 


1 , 


. 00 


24 , 


.39 


ATOM 


4T R 

*x J O 




GLN 


102 


- 17 


. 060 


14 


. 741 


31 


.372 


1 , 


. 00 


27 


.49 


ATOM 


4 Q 

•± J -7 


OO 


GLN 


102 


- 17 


. 874 


13 


. 518 


31 


. 001 


1 . 


. 00 


36 


. 15 


ATOM 


44 0 


CD 


GLN 


102 


- 18 


. 898 


13 


. 166 


32 


. 066 


1 , 


. 00 


42 


. 89 


ATOM 


441 


OEl 


GLN 


102 


- 19 


. 578 


14 


. 048 


32 


.600 


1 , 


. 00 


43 


. 41 


ATOM 


44 9 


NE2 


GLN 


102 


-19 


. 022 


11 


. 874 


32 


. 375 


1 , 


. 00 


41 


. 93 


ATOM 


443 


Q 


GLN 


102 


-14 


. 929 


13 


.474 


31 


.413 


1 , 


. 00 


23 


. 63 


ATOM 


444 


Q 


GLN 


102 


-15 


. 050 


12 


. 257 


31 


. 548 


1 , 


. 00 


24 


. 99 


ATOM 


44 
■* O 


N 


THR 


103 


- 14 


. 066 


14 


. 029 


30 


. 562 


1 . 


. 00 


20 


. 69 


ATOM 


44 6 


CA 


THR 


103 


- 13 


. 158 


13 


. 246 


29 


. 730 


1 . 


. 00 


17 


. 84 


ATOM 


44 7 


CB 


THR 


103 


- 12 


, 702 


14 


. 052 


28 


. 504 


1 . 


. 00 


17 


. 02 


ATOM 


4 4 A 


001 


THR 


103 


- 13 


.83 9 


14 


. 415 


27 


. 718 


1 . 


. 00 


19 


.48 


ATOM 


44 9 


CG2 


THR 


103 


- 11 


, 724 


13 


. 253 


27 


. 665 


1 . 


. 00 


11 


. 85 


A •POM 
/\ X Win 


4 c; n 

*± D u 




X nrv 


±.\J o 


- 1 1 


. 905 


12 


. 815 


3 0 


.4 80 


1 . 


. 00 


2 0 


. 98 


ATOM 


4 m 


o 
\j 


THR 


X w o 


- 11 


. 425 


11 


. 691 


30 


. 3 06 


1 , 


. 00 


24 


. 66 


a TOM 


4 R9 


M 
In 


n X o 


1 n4 


- 11 


. 328 


13 


. 744 


3 1 


. 242 


1 , 


. 00 


20 


. 55 


ATOM 


3 J 


OA 
Wn 


rr X o 


1 n4 


- 10 


. 12 9 


13 


. 466 


32 


. 035 


X , 


. 00 


15 


. 76 


TV TOM 


4^4 




WT Q 
n X o 


1 04 
X v*± 




. 617 


14 


. 751 


32 


. 678 


1 , 


. 00 


15 


. 65 


TV TOM 


4 c; c: 

ri 3 O 


oo 


n X o 


1 n4 

X V/ 1 


- ft 


. 759 


15 


.57 8 


3 1 


.780 


1 , 


. 00 


10 


. 94 


ATOM 


4 R 
*± O O 


on9 


n X o 


1 n4 

X V *± 


_ 7 


.423 


15 


. 789 


3 1 


. 776 


1 , 


. 00 


18 


. 06 


A TOM 


4 ^ 7 


"Mm 


HIS 


104 


- 9 


.269 


16 


. 318 


3 0 


. 736 


1 , 


. 00 


11 


. 77 




A Q 
fi O O 




rl X o 


X U ft 




9 fi 
. ^ O J 


X o 




0 
J \j 


.12 7 


1 


. 00 


19 


. 65 


ATOM 


459 


NE2 


HIS 


104 


-7 


. 151 


16 


.650 


30 


.738 


1 


. 00 


19 


.90 


ATOM 


460 


C 


HIS 


104 


-10 


.464 


12 


.452 


33 


.127 


1 


. 00 


14 


.82 


ATOM 


461 


O 


HIS 


104 


-9 


.615 


11 


.667 


33 


.546 


1 


.00 


13 


.77 


ATOM 


462 


N 


ALA 


105 


-11 


.728 


12 


.469 


33 


.536 


1, 


.00 


11 


.82 


ATOM 


463 


CA 


ALA 


105 


-12 


.252 


11 


.602 


34 


.565 


1 


.00 


8 


.37 


ATOM 


464 


CB 


ALA 


105 


-13 


. 651 


12 


. 031 


34 


.911 


1 


. 00 


6 


.82 


ATOM 


465 


C 


ALA 


105 


-12 


.262 


10 


.182 


34 


.049 


1 


. 00 


10 


.85 


ATOM 


466 


O 


ALA 


105 


-11 


.449 


9 


.353 


34 


.459 


1 


. 00 


13 


.46 


ATOM 


467 


N 


LYS 


106 


-13 


. 141 


9 


. 944 


33 


.078 


1 


. 00 


12 


.30 


ATOM 


468 


CA 


LYS 


106 


-13 


.322 


8 


.647 


32 


.445 


1 


. 00 


10 


.14 


ATOM 


469 


CB 


LYS 


106 


-14 


.186 


8 


.822 


31 


.197 


1 


.00 


22 


.07 


ATOM 


470 


CG 


LYS 


106 


-14 


.983 


7 


.587 


30 


.792 


1 


.00 


32 


.05 



8/150 



ATOM 


4 71 


CD 


ATOM 


4 72 


CE 


ATOM 


4 73 


NZ 


TV fT^^WM 

ATOM 


4 74 


C 


ATOM 


4 75 


O 


ATOM 


476 


N 


ATOM 


477 


CA 


ATOM 


478 


CB 


ATOM 


479 


CG 


ATOM 


4 8 0 


CD 


ATOM 


4 81 


NE 


ATOM 


482 


CZ 


ATOM 


4 83 


NHl 


ATOM 


4 84 


NH2 


ATOM 


485 


C 


ATOM 


486 


O 


ATOM 


487 




ATOM 


488 


CA 


ATOM 


489 


CB 


ATOM 


490 


C 


ATOM 


491 


O 


ATOM 


492 


N 


ATOM 


493 


CA 


ATOM 


494 


CB 


ATOM 


495 


CG 


ATOM 


496 


CDl 


ATOM 


497 


CEl 


ATOM 


498 


CD2 


ATOM 


499 


CE2 


ATOM 


500 


CZ 


ATOM 


501 


OH 


ATOM 


502 


c 


ATOM 


503 


0 


ATOM 


504 


N 


ATOM 


505 


CA 


ATOM 


506 


CB 


ATOM 


507 


CG 


ATOM 


508 


CD 


ATOM 


509 


NE 


ATOM 


510 


CZ 


ATOM 


511 


NHl 


ATOM 


512 


NH2 


ATOM 


513 


C 


ATOM 


514 


0 


ATOM 


515 


N 


ATOM 


516 


CA 


ATOM 


517 


CB 


ATOM 


518 


CG 


ATOM 


519 


CD 


ATOM 


520 


OEl 


ATOM 


521 


0E2 


ATOM 


522 


C 


ATOM 


523 


O 


ATOM 


524 


N 


ATOM 


525 


CA 


ATOM 


526 


CB 


ATOM 


527 


CG 


ATOM 


528 


CDl 


ATOM 


529 


CD2 



FIG. 



Ltxb 


±U b 


- XD 


T VO 


X U D 


- X / 


LYS 


lOo 


T C 

- X b 


LYS 


10 6 


T T 

- X X 


T VO 
J-i I O 


X U b 


- T 1 

- X X 




TAT 
XU / 


T T 

- X X 


TV nr^ 


XU / 


- Q 


ARG 


10 / 


Q 


TV 

ARG 


TAT 
XU / 


— 1 


ARG 


1 A "7 

lU / 


—t 
- 1 


ARG 


TAT 

XU / 


c 
- D 


ARG 


TAT 
XU / 


c 
- o 




TAT 
XU / 


- b 


ARG 


TAT 
XU / 


_ A 


ARG 


TAT 
XU / 


- y 


ARG 


1 A T 
XU / 


Q 


ATA 

ALiA 


1 A O 

lUo 


Q 


ALA 


T A Q 

XUo 


Q 

- C5 


ALA 


108 


o 
- O 


ALA 


108 


Q 

- O 


ALA 


108 


•"7 


TYR 


109 


- 9 


TYR 


109 


- 10 


TYR 


109 


- 11 


TYR 


109 


- 12 


TYR 


109 


- 12 


TYR 


109 


- 12 


TYR 


109 


- 13 


TYR 


10 9 


- 14 


TYR 


10 9 


T O 
- IJ 


TYR 


T A Q 
X U 27 


- Xfl 


TYR 


1 A Q 
XUS 


1 A 
- lU 


TYR 


109 


Q 

- 5? 


7\ T5 

ARG 


T T A 
IXU 


T A 

- XU 


AKG 


T T A 

xxu 


1 A 

- X u 


ARG 


110 


T A 
- XU 


ARG 


T T A 
IXU 


T A 
- XU 


A O f~* 

ARG 


T T A 
XXU 


T T 
- XX 


ARG 


T T A 

XXU 


T A 
- XU 


ARG 


T 1 A 
XXU 


- y 


ARG 


110 


- 8 


ARG 


110 


- 9 


ARG 


110 


- 8 


ARG 


110 


- 8 


GLU 


111 


- 7 


GLU 


111 


- 6 


GLU 


111 


-5 


GLU 


111 


-6 


GLU 


111 


-5 


GLU 


111 


-4 


GLU 


111 


-6 


GLU 


111 


-5 


GLU 


111 


-5 


LEU 


112 


-6 


LEU 


112 


-6 


LEU 


112 


-6 


LEU 


112 


-6 


LEU 


112 


'4 


LEU 


112 


-6 



II 

.989 7.883 29 

.129 8.834 30 

.846 10.302 29 

.959 8.082 32 

.645 6.933 32 

.117 8 . 938 31 

.782 8.547 31 

.051 9.740 30 

.647 9.444 30 

.115 10.583 29 

.842 10.259 28 

.717 9.538 27 

.790 9.047 26 

.513 9.320 26 

.002 7.984 32 

.558 6.850 32 

,905 8.745 33 

.160 8.341 34 

.183 9.452 35 

.605 7.040 35 

.775 6.231 35 

.911 6.854 35 

.441 5.651 36 

.959 5.744 36 

.603 4.518 36 

.213 4.035 37 

.825 2.929 38 

.623 3.862 36 

.241 2.752 36 

.838 2.292 37 

.460 1.200 38 

.064 4.446 35 

.470 3.485 35 

.389 4.550 33 

.157 3.533 32 

.568 4.125 31 

.758 3.137 30 

.271 3.829 29 

.935 3.039 27 

.733 3.030 27 

.756 3.786 27 

.482 2.204 26 

.714 3.044 32 

.458 1.842 32 

.766 3.973 32 

.353 3.616 32 

.498 4 . 878 32 

.046 5.932 31 

.777 5.641 30 

.670 5.984 29 

.683 5.124 29 

.913 2.853 33 

.020 2.000 33 

.538 3.192 35 

.264 2.583 36 

.919 3.446 37 

.096 3.943 38 

.658 4.299 38 

.815 5.140 39 



C £ Q 
.00 7 


T 

X . 


n A 

UU 


.3 0. 


oi 
ux 


A on 
. u y u 


T 

J. . 


UU 


.3 0. 


O X 


. yj J 


T 

X . 


A A 

u u 




AT 
U / 


A Q A 
. U o U 


T 

X . 


A n 


1 


^ O 


. J / b 


T 

X . 


n A 


Q 

O . 


O 3 


. DZX 


T 

X . 


A A 
U U 


T 
/ . 


XZ 


. x^o 


1 

J. . 


UU 


T 
/ . 


oo 
u u 


. DU J 


T 

J. . 


AO 
UU 


O . 


ftO 
o u 


A 1 
. U X o 


X • 


on 
u u 


x^ . 


X o 


. X.3 D 


T 

X . 


on 
u u 


J. 27 • 


O 3 


A T Q 


T 

X . 


o o 
u u 


^ O . 


*± / 


"5 c: 
. b D 


T 

X . 


A A 


"yx 




. / O J 


T 

X . 


no 


O'X 




Q C O 

. o o ^ 


T 

X . 


A A 
U U 




bz 


n A 

. .3 U U 


T 

X . 


AO 
UU 


o . 




O T "5 


T 

X ■ 


A A 

1 U U 






1 Q "2 

. J y .5 


X . 


OA 

1 UU 


X.3 . 


X X 


C A A 

. b UU 


1 

X . 


A A 

1 UU 


X Z . 


Zo 


C T T 

. b X ^ 


T 

X . 


A A 
U U 


X b . 


Ob 


O tfT tfC 

. ^ b b 


T 

X . 


A A 

, U U 


Q 

y . 




^ Q T 

.bo/ 


X . 


A A 
UU 


Q 

y . 


A T 
U / 


O Q /I 

. J y 4 


X . 


A A 

, UU 


/ . 


CT A 

bu 


A A T 
. U U X 


T 

X . 


A A 

UU 


T 1 

Xo . 




A Q "3 


X . 


A A 

. UU 


1 Q 

X y . 


TO 


. ooy 


1 . 


A A 

, UU 


T T 


2o 


O A O 

. y Uo 


X . 


A A 

. UU 


T Q 

2 J . 


yy 


. ^ bb 


T 

X . 


A A 
. UU 


ZD. 


p p 

O O 


A A T 
. U U X 


T 

X . 


A A 

, UU 


T O 


A C 

u b 




T 

X . 


A A 

, U U 


O T 
Z X . 


p p 


T Q CI 


T 

X . 


A A 
. U U 


z b . 


T P 


"a A T 
. J 4 X 


T 

X . 


A A 
. U U 


'X 


Q1 

y X 


. X J / 


T 

X . 


A A 


1 T 
X / . 


A Q 


CAT 

. b42 


T 

X . 


A A 
. UU 


T Q 
Xo . 


t^T 


Q T A 


T 

X . 


AO 
. UU 


X y . 


y X 


Q C 
. Ob3 


T 

X . 


AO 
> UU 


T T 
X / • 


TQ 

/ y 


C T T 
. 3 XX 


T 

X . 


OA 
. UU 


z y . 


3 X 


"5 C Q 

. J b y 


X . 


A A 
. U U 




T C 
X O 


A Q C 

. u y D 


T 

X . 


A A 
. U U 


y . 




Q T 

. yxb 


X . 


A A 
. UU 


"a A 
O U . 


T Q 
X.3 


T C A 
. J DU 


X . 


A A 

. U U 


T O 

2 y . 






1 r 


A A 

. UU 


J X . 


T *a 
X J 


•> >1 T 


1 . 


A A 
. UU 


T O 

2 y . 


Xo 


O T O 


1 . 


A A 
. UU 


Xo . 


T C 

/o 


O T O 


X , 


A A 
. UU 


T C 

Xo . 


o2 


. 798 


1 . 


. 00 


T C 

1 b . 




T O C 


X 


A A 
. UU 


T T 

X / . 


2 o 


. 580 


1 


. 00 


21 . 


45 


.598 


1, 


. 00 


20 . 


21 


.133 


1. 


.00 


19. 


30 


.672 


1 


.00 


8. 


75 


.437 


1 


.00 


22. 


37 


.977 


1 


.00 


16. 


.99 


. 918 


1 


.00 


15. 


.26 


. 103 


1 


. 00 


22 . 


.40 


.409 


1 


. 00 


16. 


,54 


.493 


1 


. 00 


15. 


,35 


.692 


1 


. 00 


18 . 


, 09 


.299 


1 


.00 


7 . 


.17 


.307 


1 


.00 


14 , 


.16 



9/150 



£0/501002 



FIG. IJ 



ATOM 


3 J \J 


v.. 


LEU 


112 


- 6 


, 819 


1 . 


151 


36 . 


435 


1 


. 00 


12 . 


99 


ATOM 


3 J X 


o 


LEU 


112 


- 6 


126 


0 . 


199 


36 . 


801 


1 


00 


6 . 


73 


ATOM 


^ ^ ^ 


N 


VAL 


113 


- 8 


048 


X . 


006 


35 , 


965 


1 


00 


6 , 


24 


ATOM 


3 ^ J 


OA 


VAL 


113 


- 8 


. 707 


- 0 . 


275 


35 . 


8 93 


1 


00 


6 . 


98 


ATOM 




CB 


VAL 


113 


- 1 0 


► 187 


- 0 . 


076 


35 . 


500 


1 


. 00 


7 , 


10 


ATOM 




V— VJX 


VAT. 


113 


- 10 


, 870 


- 1 . 


409 


35 . 


272 


1 


. 00 


12 . 


66 






CG2 


VAL 


113 


-10 


. 910 


0 . 


713 


36 . 


577 


1 


. 00 


12 . 


28 


ATOM 






VAL 


113 


. 8 


. 033 


-1 . 


212 


34 , 


874 


1 


. 00 


11 . 


22 


X \JVL 


R7 n 

Zj J O 


o 


VAL 


113 


- 7 


. 904 


-2 . 


414 


35 . 


114 


1 


. 00 


15 . 


9& 


ATOM 


53 9 


N 


LEU 


114 


_ 7 


. 554 


-0 . 


646 


33 . 


770 


1 


. 00 


14 . 


36 


ATOM 




OA 


LEU 


114 


-6 


. 927 


-1 . 


423 


32 . 


707 


1 


. 00 


16 . 


13 


ATOM 


R4 1 
0*± J. 


OR 




114 


- 7 


.010 


- 0 . 


679 


31 . 


3 75 


1 


. 00 


15 . 


67 


A TDM 


Rd 9 




LEU - 


114 


- 8 


. 393 


- 0 . 


62 9 


3 0. 


753 


1 


. 00 


12 


06 


r\ X 


R4 7 
^ *x J 


CDl 


LEU 


114 


- 8 


. 282 


0 , 


021 


29 , 


4 04 


1 


. 00 


17 . 


14 


ATHM 
r\ X VJl'l 




CD2 


LEU 


114 


- 8 


. 937 


-2 . 


036 


30 , 


614 


1 


. 00 


17 . 


36 


ATOM 


c^4 R 




l.i R.iU 


X J- r± 


_ 5 


. 500 


-1 , 


846 


32 , 


931 


1 


. 00 


16 . 


07 


ATOM 


c^4 ^ 




T.TTTT 

I.I CiU 


114 


-4 


. 999 


-2 


719 


32 . 


225 


1 


, 00 


21 . 


08 


ATOM 
rlX WI*! 


3*± / 




MT?T 

X 


11*^ 

JL X 3 


-4 


. 83 6 


- 1 


252 


33 


905 


1 


. 00 


16 . 


41 


ATOM 


(^4 R 


OA 


MP'T 


1 1 

X X 3 


_ 3 


.455 


_ 1 


617 


34 


149 


1 


. 00 


16 . 


95 


ATOM 


R4 Q 


OR 


MTTT 


1 1 R 

X X 3 


_ 2 


72 7 


- 0 


509 


34 


895 


1 


. 00 


20 . 


21 


a Tr^M 

>!. X ^JVl 


R n 

J 3 u 


OO 


MTTT 

1*1 £L X 


X X 3 


X 




- 0 


2 5 0 


34 


333 


1 


. 00 


19 . 


72 


ATOM 


O I) ± 


OX^ 


MT?T 
luCi X 


X X 3 


- n 


^ Q ft 

. 0 17 0 




312 


34 


874 




. 00 


2 8 . 


78 


a TOM 




OTT 


MPT 
1*1 Ci X 


1 1 R 
X X 3 


_ 2 


. 885 


2 


4 3 3 


34 


13 0 


1 


. 00 


25 , 


09 


ATOM 


3 3 o 


\— 


MTTT 

1*1 JZi X 


1 T R 

X X 3 




.335 


-2 


950 


34 


871 




. 00 


16 . 


08 


ATOM 
nX wlTl 




Pj 
w 


MTTT 


1 1 R 
XX3 


_ o 


944 


_ 0 
3 


4Q9 

rr ^ J 


34 


991 


1 


. 00 


18 


48 


ATOM 




vr 

IN 


T.VQ 
Xj X O 


1 1 
X X Q 


-4 


. 472 


_3 


459 


35 


334 


1 


. 00 


18 


87 


ATOM 


R^ 
33 O 


OA 


T.VQ 
Xj X O 


1 1 
XXQ 


- 4 


*=;49 
.31^ 


-4 


744 


36 


015 


1 


. 00 


23 


57 


ATOM 


R "7 
33 / 


OR 


T.VQ 
Xj X O 


X X o 


3 


.706 


-4 


74 9 


37 


021 


i 


. 00 


26 


91 


ATOM 


W 

3 3 O 


OO 


T.VQ 
Xj X O 


1 1 <^ 

X X o 


_ 5 


. 551 


_ 3 


731 


38 


161 


1 


, 00 


33 


65 




R Q 
33 y 


or> 


T.VQ 
Xj X O 


X X o 


- 

o 


« D .3 X 


3 


843 


3 9 


24 7 


1 


. 00 


3 5 


36 


ATOM 


3 O VJ 


0"P 


T iVQ 
Xj X O 


X X Q 


_ 7 


921 


_3 


092 


3 8 


909 


1 


. 00 


36 


42 


ATOM 


3 Q J. 


XN ^ 


T.VQ ■ 
Xj X O 


1 1 
X X w 


- 8 


. 74 1 


_ 3 


. 743 


37 


845 


1 


. 00 


37 


10 


ATOM 


3 O ^ 




T.VQ 
Xj X O 


lift 

X X P 


- 4 


. 767 


_ 5 


, 825 


34 


956 


1 


. 00 


25 


45 


ATOM 


3 O O 




T.VQ 
Xj X O 


1 1 

X X D 


- 4 


.443 


- 6 


. 995 


35 


. 162 


1 


. 00 


24 


99 


ATOM 


C^^4 
3 O *± 




OVQ 


117 


3 


. V/ 0 


- 5 


. 3 97 


33 


. 813 


1 


. 00 


22 


92 


ATOM 


3 O 3 


OA 


OVQ 


117 


3 


. 613 


-6 


. 267 


32 


. 689 


X 


. 00 


15 


45 


ATOM 


3 D O 


OR 


OVQ 


117 


- 6 


. 767 


- 5 


. 679 


3 1 


.890 


1 


. 00 


12 


92 


ZiTOM 


3 D / 


QO 


OVQ 


XX/ 


> ft 


23 8 


- 5 


3 22 


32 


. 8 53 


1 


. 00 


2 1 


59 


ZiTOM 
r\ X 


3 O O 


\-. 


OVQ 


1 1 

XX/ 


- 4 


.451 


- 6 


.4 93 


3 1 


. 73 2 


1 


. 00 


15 


36 


ATOM 


3 O J7 


\J 


OVQ 
^ X O 


1 1 "7 
X X 7 


- 4 


. 3 D 3 


_ 7 


.3 00 


30 


. 8 14 


1 


. 00 


20 


75 


ATOM 


3 / U 


VT 

iN 


VAT. 


lift 
X X o 


_ T 


•^44 


3 


7R4 


11 

3 X 


, 929 


X 


. 00 


17 


. 19 


ATOM 


3 / J. 


OA 


VAT. 


lift 
X X o 


_ o 


. X 0 3 


3 


Q16 
• 7x0 


31 


. 041 


X 


. 00 


19 


► 32 


ATOM 
Ax Wrl 


3 / Z 


OR 


VAT. 
VnXj 


lift 
X X o 


46 


. 0 ^ 


- 4 


• 0 / v/ 


30 


. Ill 


X 


. 00 


18 


. 65 




C ^7 "3 

3 / J 




V AIj 


IIP 

X X o 


- C\ 


ft n4 


- 4 


74 0 




. 267 


X 


. 00 


25 


. 76 


A T/^M 


3 / ft 


OOO 


V/\Xj 


IIP 
X X o 


_ -3 
J 


.ZOO 


- 4 


.330 




. 217 


X 


. 00 


16 


. 20 


A TOM 


c; T 
3/3 






IIP 
X X o 




ft 4 1 
. 0 fx X 


0 


. X 3 0 


1. 1 
3 X 


. 744 


X 


. 00 


19 


. 05 


A T'/~\'V/r 

Al UIYl 


c: "7 
3 / b 


vJ 


^7A T 


IIP 
X X o 




^ p n 
. 0 0 u 


3 


P 1 <^ 
. 0 X D 


"5 9 


Q1 1 

. j7 X / 


X 


00 


2 2 


. 0 3 


ATOM 


577 


N 


THR 


119 


0 


. 108 


-6 


.726 


31 


.023 


1 


. 00 


17 


.25 


ATOM 


578 


CA 


THR 


119 


1 


.444 


-6 


.962 


31 


.546 


1 


. 00 


18 


.76 


ATOM 


579 


CB 


THR 


119 


1 


.429 


-8 


.081 


32 


.623 


1 


.00 


18 


.92 


ATOM 


580 


OGl 


THR 


119 


2 


.769 


-8 


.438 


32 


.995 


1 


.00 


6 


.16 


ATOM 


581 


CG2 


THR 


119 


0 


.670 


-9 


.301 


32 


.129 


1 


.00 


26 


.90 


ATOM 


582 


C 


THR 


119 


2 


.414 


-7 


.273 


30 


.406 


1 


. 00 


19 


.69 


ATOM 


583 


o 


THR 


119 


2 


.474 


-8 


.402 


29 


.908 


1 


. 00 


25 


.39 


ATOM 


584 


N 


HIS 


120 


3 


.170 


-6 


.259 


29 


. 988 


1 


. 00 


17 


.60 


ATOM 


585 


CA 


HIS 


120 


4 


.125 


-6 


.423 


28 


.888 


1 


. 00 


8 


. 64 


ATOM 


586 


CB 


HIS 


120 


3 


.359 


-6 


.285 


27 


.568 


1 


. 00 


17 


.21 


ATOM 


587 


CG 


HIS 


120 


4 


.074 


-6 


.841 


26 


.371 


1 


.00 


16 


.80 


ATOM 


588 


CD2 


HIS 


120 


5 


.268 


-6 


.531 


25 


.816 


1 


.00 


19 


.94 



10/150 



a®// 50 



PIG . IK 



a TOM 


RQ Q 


VhL/I. 




ion 
xz u 


•a 

o • 


^.3 0 


- 7 


. 834 


25 


. 585 


1 . 


00 


14 . 


74 




c: Q n 


OT?1 




ion 
xz u 


A 

*X m 


•a C7 
30/ 


0 


1 1 R 


24 


.598 




00 


13 . 


09 


Ai UlYl 


COT 

o y X 


MT70 


rl X o 


ion 
X z u 


O . 


A 0 C 
ri Z 0 


- 7 


"a "a p 
.030 


24 


. 717 




00 


15 . 


49 


A TOM 


c; Q o 

J J7 ^ 


o 


n X o 


ion 

X z u 


c: 

Zj . 


197 


- 5 


.34 6 


28 


. 996 


1 . 


00 


2 . 


84 


7\ TOM 


c: Q "3 
D i7 J 


r\ 
\J 


n X o 


ion 
X z u 


A 

*± . 


8 87 


- 4 


1 Q7 
. X 7 / 


2 9 


.245 


1 ^ 


00 


2 . 


73 




C: O A 


iN 


T VQ 
Xj X O 


1 O 1 
XZ X 


c 

o • 


A ^0 

. 3 Z 


_ c 


7 n Q 


28 


, 750 




00 


2 . 


00 


a TOM 


Q 


oa 

^-A 


T.VQ 
Xj X o 


1 oi 

X Z X 




> 3 D 0 


-4 


.770 


28 


. 844 


1 ^ 


00 


5 . 


68 


ATOM 
AX vJ^ 






T.VQ 
Xj X o 


1 O 1 
XZ X 


o 

o • 


> 7 u 0 




• *X 17 U 


?R 


. 616 


1 . 


00 


6 . 


54 


ATOM 


O ^ / 


on 


T.VQ 
Xr X O 


101 

X Z X 




144 


- 5 


. 913 


27 


. 166 


1 . 


00 


19 . 


16 


ATOM 


R Q Q 
D i7 O 


or* 


T VQ 
Xi X o 


19 1 
X Z X 


1 n 

X u • 


552 


- 6 


.4 53 


26 


.901 


1 . 


00 


25 , 


40 


ATOM 


R Q Q 

D y 




T.VQ 
Xj X O 


10 1 
X Z X 


1 1 

X X . 


■ DUO 


Zj 


3 52 


26 


.768 


1 . 


00 


32 . 


20 


A TOM 


n n 
D u u 




T .VQ 
Xi X o 


101 

XZ X 


1 0 
X z . 


. 2^ Zj ^ 


- 5 


.9 09 


2 6 


.3 90 




00 


3 0 . 


85 


ATOM 


O U X 


o 


T .VQ 
Xi X O 


101 

X Z X 


7 


477 


_3 


. 594 


2 7 


.876 




00 


12 . 


80 


a TOM 


n 9 
o u ^ 


o 
u 


T.VQ 
Xi X O 


101 

X Z X 


8 


,339 


_ 2 


.714 


2 7 


. 8 83 


3_ ^ 


0 0 


18 . 


97 


TV TOM 


cm 


IN 


AOlN 


1 oo 
xzz 


c 
o . 


A R "a 

> 'z 0 J 




fil 

. D X 


26 


.995 


1 ^ 


00 


15 . 


97 


TV TOM 

Ai vjjyi 


OUft 


OA 


AQM 


1 oo 
xzz 


c 


'ai n 

> 3 X U 


_ 0 
Z 


• 3Z 7 


z 0 


. 036 




00 


15 . 


61 


A TOM 


c n 

O UD 




A QM 


TOO 

xzz 


D • 


"a nn 
• 3 u 0 




n^T 


OA 

Z *x 


c no 

. Q UZ 


_ 


u u 


22 . 


61 


A TOM 


DUO 




A QM 
AolN 


1 oo 
xzz 


7 _ 




- "a 


. 861 


24 


. 264 




00 


20 . 


, 43 


A TOM 


b U / 


OFVT 
UL/X 




1 o o 
xzz 


/ . 


R1 C 
. DX b 




mo 

• U J z 


o'a 

z ^ 


Q n n 

. 17 U U 


3^ _ 


n n 
u u 


2 6 


OR 

. u 0 


ATOM 


n Q 
DUO 




A QM 


10 0 
xzz 


Q 
o < 


'7'a 9 
/ 3 z 


_ -a 
3 


0 1 R 

. Z X 0 


24 


. 413 


3_ ^ 


00 


2 0 . 


44 


A TOM 


coo 
buy 




A CM 
AoIN 


TOO 

xzz 


D . 


n 0 A 

, U Z f± 


X 


'7 P 7 
. / 0 / 


0 c 

Z D 


"a CO 

. 3 D Z 


X . 


nn 

u u 


12 


94 


A TOM 


o ± U 


U 


A CM 

AoJN 


1 o o 
xzz 


rx < 


n 1 

.DUX 


X 


n 0 "a 
. u z 3 


0 R 
Z D 


R R A 
. DO'S 


X . 


nn 

u u 


1 "a 

X 3 < 


23 


A TOM 
Al 


O ± J. 


"KT 




1 O 

xz^ 




c^o 1 

. OZ X 


z 


n "a A 

* U J 'x 


0 7 
z / 


^C1 
. 3 D X 


3^ ^ 


n n 

u u 


8 


08 


A TOM 


O 


OA 


TT TP 


101 
XZ J 


•a 

.3 . 


*a 0 c 
. J Z 3 


X 


"a Qi 
. 3 y X 


0 p 
z 0 


. U 3 / 


X . 


n n 
u u 


1 0 

XZ • 


42 


ATOM 




OO 


TT C 


1 o "a 

XZO 


Z . 


1 m 
► XU / 


~ z 


■a "a Q 
. J 0 7 


0 p 
z 0 


non 
. uz u 


X . 


nn 
u u 


1 1 
X X ■ 


QC 


ATOM 

AlUJYi 


o ±fl 


OOO 


TT 1? 


1 o "a 
xz^ 


n 

u . 


. oyx 


X 


ceo 

■ D DZ 


0 P 
z 0 


CI 1 
. 0 X X 


X • 


nn 


7 ^ 


R7 

1 3 / 


A TOM 


D ± D 


OOT 

\-.oX 


TT 17 


1 o "a 
xz^ 


X . 


p n c; 


z 


Ta c 

• / 3 D 


0 c 
z 0 


i^Ta 

.3/3 


n 

X . 


n n 
u u 


1 7 
X / < 


"ao 

> J z 


A TOM 


b X b 


^-iJX 


TT "C 
X XjCj 


1 o "a 
XZ ^ 


X . 


"a Q 


— 1 
X 


R T Q 

. J / J7 


0 

Z D 


C 9 7 

. b / / 


n 

X . 


n n 
u u 


1 

X 3 . 


> 3 3 


A TOM 


b ± / 


o 


TT 17 
X XiCt 


1 0 "a 
X z ^ 


•a 


> D Z J 


- n 
u 


Q1 c; 

• ? X 3 


0 Q 
z ^ 


.4 84 


3_ ^ 


0 0 


18 


69 


A TOM 


b -L o 


u 


TT T? 
X XjCi 


1 9 "a 
X z ^ 


rt . 


A C 0 
. D Z 


X 


A p n 
. *± 0 u 


"a n 
3 u 


1 R'a 
. X 0 3 


T 

X . 


n n 

u u 


2 1 


74 


ATOM 


C 1 Q 

b ±y 


M 


TT TT 


1 94 
XZ *t 


o 

z . 


QC C 

• y 0 D 


n 
u 


1 CA 
. X 0^ 


0 Q 
z 7 


P Qi^ 


X • 


n n 

u u 


22 


CO 

> D^ 


ATOM 
AX Kjin 


con 
D^ u 


^A 


TT T? 
XXjCj 


1 OA 
XZ** 


■a 

o < 


1 7A 
> X / ^ 


u 


Tca 

• / D J 


"a 1 

3 X 


0 nn 

. ^ u 0 


1 . 


00 


2 0 


. 00 


A TOM 

AX un 


COT 




TT IT 


1 OA 
XZ4 


z . 


A n A 


0 
z 


1 nc 

. X u 0 


'a 1 

■J X 


"a "a p 
• 0 3 D 


X . 


nn 

U \J 


1 c 
xo . 


C7 
. D / 


A TOM 
A X 


coo 

D ^ 




X XjCj 


1 OA 
XZrx 




pn 0 

■ 17 U Z 


1 

X 


RQn 
• 0 7 u 


'a 1 

3 X 


• X z u 






15 . 


, 34 


ATOM 


C O '5 
O ^ J 




TT T? 
X Xilli 


1 OA 
X z 


0 

z . 


C Q A 


0 
z 


7A n 


■a 0 

.3 z 


C QQ 

. D 27 7 


1 

X ■ 


on 

U V 


7 


20 


A TOM 


C O A 

b ^ ft 


om 


TT 1? 
X XjIIi 


1 OA 
X Z ft 


z . 


1 n p 

. X u 0 


yl 


1 nc 

. X U D 


•a 0 

^ z 


R 7'a 




00 


11 


63 


A TOM 

AX ur'i 


c o 
b^ o 




TT T? 
X XjHj 


1 9A 
X Z 


o 

z . 


p "a 

. 0 D J 


- n 
u 


1 nA 

. X u*± 


"a 0 

3 z 


4 0 "a 


3_ ^ 


00 


2 0 


91 


ATOM 
A X VJl*i 


c o c 

D ^ D 


o 

U 


X XiHi 


1 9A 
X Z 


X . 


. / D 3 


- n 
u 


CP 

. D 0 ^ 


"a 0 

3 z 


.527 




0 0 


19 


. 21 


ATOM 

AX vjjyj 


C O '7 

b^ / 


TvT 
iN 




1 9 c; 
X Z D 


J . 


PI Q 

. 0 X y 


- n 
u 


1 1 c\ 


"a "a 
3 3 


"a "a Q 

. 3 3 .7 




n n 

u u 


2 0 


A n 

• u 


ATOM 


C O Q 

b^ o 


OA 
i-A 




1 9 
XZ D 


rs 


CP n 
. b 0 u 


- n 
u 


Q1 7 

• y X / 


"a A 


QA 


X . 


nn 
u u 


1 Q 

X? . 


> 3Z7 


ATOM 

AXUJYI 


C O Q 

y 


Co 




1 9 c: 
XZ D 




'7P 0 

. / 0 z 


X 


QTA 


"a A 

3 rk 


7 Rn 


1 

X • 


nn 

U \J 


O'a 

Z J 1 


7*^ 


A TOM 


c o r» 


oo 
yjyj 


COD 


XZ3 


o 


n c c 


~ X 


■a 


•a A 


Q P 7 


X . 


nn 
u u 


*a 1 

3 X . 


Qn 


A TOM 
AXUJVl 


COT 

b^ ± 


r* 
v_ 


CI? 13 


1 O c: 
XZ D 




"7 Q A 


A 
U 


npc 

. U D D 


•a 


7 A'a 


X * 


nn 
u u 


1 "a 

X J . 


7'a 
. / 3 


A T'/~V1VA 

ATUlYl 


C "> o 

6 J z 


U 


CCD 


IOC 
XZ 3 




P Q 9 

. oyz 


U 


c; 1^ Q 
. D o y 


■a c 
3 b 


n 7 c; 
. U / 3 


X . 


n n 
u u 


A 


Q n 

. J7 u 


A T/^M 

AiUM 


c o 
b J J 




T "CTT 
XjCiU 


1 9 C 

XZ b 


Z 


C A 

. bft o 


u 


A "a p 


"a c 
3 b 


'am 
. 3 U X 


X . 


n n 
u u 


D 


Q 1 
. ^ X 


ATOM 


C O /I 

b J4 


OA 

UA 


T OTT 


T O C 

XZ b 


z 


C7 Q 
. Z> f 0 


X 


'a c p 
. 3 b 0 


■a T 
3 / 


A n Q 

. fi U i7 


X . 


n n 
u u 


/ 


1 1 

. X X 


ATOM 


63 5 


CB 


LlEU 


T O C 
XZ D 


X 


. XZ 0 


X 


Q n T 
. oU / 


3 / 


cm 
- b U / 


X . 


n n 
u u 


Z 


n n 
. u u 


ATOM 


636 


CG 


LEU 


126 


0 


.801 


3 


.295 


37 


.543 


1 . 


00 


2 


.00 


ATOM 


637 


GDI 


LEU 


126 


1. 


.449 


3 


.953 


36 


.336 


1. 


00 


2 


.00 


ATOM 


638 


CD2 


LEU 


126 


-0 


.704 


3 


.451 


37 


.508 


1. 


00 


2 


.04 


ATOM 


639 


C 


LEU 


126 


3 


.108 


0 


.694 


38 


.689 


1. 


00 


10 


.24 


ATOM 


640 


0 


LEU 


126 


2 


.604 


-0 


.345 


39 


.112 


1 . 


00 


10 


. 17 


ATOM 


641 


N 


LEU 


127 


4 


.157 


1 


.268 


39 


.268 


1 . 


00 


11 


.75 


ATOM 


642 


CA 


LEU 


127 


4 


.751 


0 


.744 


40 


.491 


1 . 


00 


10 


.20 


ATOM 


643 


CB 


LEU 


127 


6 


.199 


1 


.219 


40 


.622 


1. 


00 


3 


.15 


ATOM 


644 


CG 


LEU 


127 


7 


,253 


0 


.763 


39 


.619 


1 . 


00 


7 


.77 


ATOM 


645 


CDl 


LEU 


127 


8 


. 601 


1 


.294 


40 


.092 


1. 


00 


2 


.00 


ATOM 


646 


CD2 


LEU 


127 


7 


.278 


-0 


.766 


39 


.527 


1. 


00 


18 


.28 


ATOM 


647 


C 


LEU 


127 


3 


.995 


1 


.145 


41 


.770 


1, 


00 


12 


.88 



11/150 



I 



FIG. IL 



ATOM 


64 8 


0 


LEU 


127 


4 , 


. 147 


0 


.488 


42 . 


809 


1 . 


00 


15 , 


.93 


ATOM 


64 9 


N 


ASN 


128 


3 


. 192 


2 


. 209 


41 . 


704 


1 . 


00 


14 , 


. 08 


r\ 1 \JVl 


R n 

O L/ 


PA 


ASN 


12 8 


2 


. 460 


2 


. 679 


42 . 


883 


1 . 


00 


14 , 


. 71 


ATOM 


651 


CB 


ASN 


128 


3 


. 473 


3 


. 186 


43 . 


923 


1 . 


00 


17 , 


. 09 


ATOM 


652 


CG 


ASN 


128 


2 


. 868 


3 


. 398 


45 . 


299 


1 . 


00 


18 


.33 


ATOM 


653 


ODl 


ASN 


128 


1 


. 686 


3 


. 131 


45 . 


530 


1 . 


00 


18 


.44 


ATHM 


Q 


ND2 


ASN 


128 


3 


. 686 


3 


. 875 


46 . 


228 


1 . 


00 


15 


. 54 


ATHM 


OS 9 


Q 


ASN 


128 


1 


. 482 


3 


. 800 


42 . 


523 


1 . 


00 


13 


. 51 


ATHM 


^^^^ 

o s o 


r\ 
\j 


ASN 


128 


1 


. 805 


4 


. 674 


41 . 


, 735 


1 . 


00 


17 


. 61 


ATOM 


657 


N 


VAL 


129 


0 


. 306 


3 


. 769 


43 . 


, 136 


1 , 


00 


12 


. 90 


ATOM 


658 


CA 


VAL 


129 


-0 


. 753 


4 


. 754 


42 . 


935 


1 , 


00 


15 


. 50 


ATOM 


65 9 


CB 


VAL 


12 9 


-2 


. 024 


4 


. 065 


42 . 


, 385 


1 . 


00 


16 


. 54 


ATOM 


66 0 


CGI 


VAL 


12 9 


-3 


. 127 


5 


. 066 


42 . 


, 150 


1 . 


00 


14 


. 67 


ATOM 


661 


CG2 


VAL 


129 


- 1 


. 703 


3 


. 3 12 


4 1 . 


127 


1 . 


00 


21 


. 62 


ATOM 


662 




VAL 


129 


- 1 


.091 


5 


.342 


44 . 


,311 


1 . 


, 00 


20 


. 34 


ATOM 


663 




VAL 


129 


- 1 


. 519 


4 


. 607 


45 . 


.206 


1 . 


, 00 


22 


. 82 


ATOM 


664 


N 


PHE 


130 


- 0 


. 928 


6 


. 653 


44 . 


.494 


1 . 


, 00 


22 


. 42 


ATOM 


665 


CA 


PHE 


130 


-1 


, 223 


7 


. 241 


45 , 


. 801 


1 . 


, 00 


17 


. 23 


ATOM 


666 


CB 


PHE 


130 


- 0 


. 026 


7 


. 082 


46 , 


. 727 


1 . 


, 00 


9 


. 18 


ATOM 


667 


CG 


PHE 


130 


1 


. 126 


7 


. 968 


46 . 


.380 


1 . 


, 00 


3 


. 29 


ATOM 


668 


CDl 


PHE 


13 0 


2 


. 22 1 


7 


. 451 


45 . 


. 710 


1 . 


. 00 


3 


. 28 


ATOM 


O D 


CD2 


PHE 


13 0 


1 


. 12 9 


9 


.3 09 


46 . 


. 753 


1 . 


. 00 


2 


. 00 


ATOM 


o / u 


CEl 


PHE 


13 0 


3 


, 3 04 


8 


.250 


45 . 


. 4 09 


1 . 


. 00 


6 


. 45 


ATOM 


671 


CE2 


PHE 


13 0 


2 


.201 


10 


. 125 


46 . 


.461 


1 . 


. 00 


2 


, 00 


ATOM 


672 


cz 


PHE 


13 0 


3 


. 295 


9 


. 602 


45 . 


. 785 


1 , 


. 00 




. 75 


ATOM 


D / .J 




PHE 


13 0 


_ 1 


. 707 


8 


.682 


45 . 


. 868 


1 , 


, 00 


20 


. 03 


ATOM 


o / *± 




PHE 


13 0 


_ 1 


. 308 


9 


. 537 


45 , 


. 082 


1 . 


. 00 


23 


. 64 


ATOM 


D / J 


N 


THR 


131 


-2 


. 511 


g 


. 949 


46 . 


. 892 


1 , 


. 00 


2 0 


. 98 


ATHM 

X 


7^^ 


PA 


THR 


131 


_3 


. 068 


10 


.2 69 


47 


. 129 


1 , 


. 00 


16 


. 85 


ATOM 


677 


CB 


THR 


131 


-4 


. 611 


10 


. 245 


47 , 


. 082 


1 . 


. 00 


11 


. 46 


ATOM 


678 




THR 


131 


- 5 


. 132 


1 1 


.530 


47 


.426 


1 . 


. 00 


11 


. 14 


ATOM 


fi7Q 

O / J? 




THR 


13 1 


- 5 


.163 


9 


.211 


48 


.031 


1 , 


. 00 


7 


. 42 


ATOM 


680 




THR 


13 1 


- 2 


. 637 


10 


. 770 


48 , 


.498 


1 . 


. 00 


20 


. 65 


ATOM 


681 


0 


THR 


13 1 


_ 2 


. 667 


10 


. 026 


49 . 


.474 


1 , 


. 00 


25 


. 07 


ATOM 


682 


N 


PRO 


132 


-2 


, 151 


12 


. 016 


48 , 


. 569 


1 , 


. 00 


21 


. 95 


ATOM 


D O J 


pn 

^x^ 


PRO 


132 


_ 1 


. 729 


12 


. 903 


47 , 


. 472 


1 . 


. 00 


22 


. 01 


ATOM 


o o *± 


PA 


PRO 


13 2 


_ 2. 


. 73 3 


12 


. 554 


49 


.868 


1 , 


. 00 


2 0 


. 75 


ATOM 


685 


CB 


PRO 


13 2 


- 0 


. 821 


13 


. 714 


49 


. 475 


1 . 


. 00 


18 


. 92 


ATOM 


68 6 


CG 


PRO 


132 


_ 1 


. 429 


14 


. 194 


48 


. 195 


1 . 


. 00 


22 


. 75 


ATOM 


fifi7 




PRO 


132 


-2 


. 944 


12 


. 996 


50 


. 709 


1 , 


. 00 


19 


. 68 


ATOM 


o o o 








« 2 


. 797 


13 


. 419 


51 


. 852 


1 


. 00 


24 


. 00 


ATOM 
AX yJVl 


D O 17 


IN 


GLN 




-4 


, 142 


12 


. 878 


50 


. 146 


1 . 


, 00 


17 


. 03 


ATOM 


690 


CA 


GLN 


133 


- 5 


. 354 


13 


. 253 


50 


. 853 


1 , 


. 00 


17 


. 14 


ATOM 


Q1 

O j7 X 


PR 


GLN 


133 


- 6 


.4 25 


13 


. 764 


49 


. 892 


1 , 


. 00 


16 


. 91 


ATOM 


Q 9 

D -7 ^ 


pn 


GLN 


13 3 


- 6 


. 158 


15 


. 188 


49 


. 391 


1 


. 00 


10 


. 35 


A "POM 


Q 


pn 


PT.M 
VjXjXM 


2. J J 


_ c 


7 70 


1 R 


.225 


48 


.102 


1 


. 00 


13 


. 14 


>1 X VJ1*J 


oy*± 


PT71 


PT.M 
vjXjxM 


J, J J 


- R 


77R 


14 


.646 


4 7 


. 112 


1 


. 00 


3 


. 25 


ATOM 


695 


NE2 


GLN 


133 


-4 


.239 


15 


.913 


48 


.108 


1 


. 00 


10 


. 03 


ATOM 


696 


C 


GLN 


133 


-5 


.864 


12 


.064 


51 


.657 


1 


.00 


21 


.25 


ATOM 


697 


O 


GLN 


133 


-5 


.723 


10 


.910 


51 


.239 


1 


.00 


22 


.26 


ATOM 


698 


N 


LYS 


134 


-6 


.449 


12 


.353 


52 


.815 


1. 


.00 


22 


.44 


ATOM 


699 


CA 


LYS 


134 


-6 


.939 


11 


.318 


53 


.709 


1 


.00 


25 


.31 


ATOM 


700 


CB 


LYS 


134 


-6 


. 562 


11 


. 671 


55 


.156 


1 


. 00 


27 


.68 


ATOM 


701 


CG 


LYS 


134 


-5 


.241 


11 


.048 


55 


. 621 


1 


. 00 


33 


.88 


ATOM 


702 


CD 


LYS 


134 


-4 


. 014 


11 


.475 


54 


.805 


1 


. 00 


33 


. 67 


ATOM 


703 


CE 


LYS 


134 


-3 


. 590 


12 


.911 


55 


.101 


1 


. 00 


36 


. 64 


ATOM 


704 


NZ 


LYS 


134 


-2 


. 188 


13 


.180 


54 


.640 


1 


. 00 


33 


. 55 


ATOM 


705 


C 


LYS 


134 


-8 


.405 


10 


,907 


53 


.615 


1 


.00 


26 


.52 


ATOM 


706 


O 


LYS 


134 


-8 


.770 


9 


.832 


54 


.092 


1 


.00 


25 


.08 



12/150 



FIG. IM 



ATOM 


707 


N 


THR 


135 


-9. 


252 


11 , 


.755 


53 . 


042 


1 . 


00 


27, 


.26 


ATOM 


708 


CA 


THR 


135 


-10 . 


666 


11 , 


.416 


52 . 


896 


1 . 


00 


29< 


.66 


ATOM 


709 


CB 


THR 


135 


-11 . 


543 


12 . 


. 164 


53 . 


913 


1 . 


00 


31 . 


. 92 


ATOM 


710 


OGl 


THR 


135 


-11 . 


281 


13 . 


. 570 


53 , 


829 


1 . 


00 


37 . 


.53 


ATOM 


711 


CG2 


THR 


135 


-11 . 


257 


11 . 


. 676 


55 . 


327 


1 . 


00 


34 . 


.45 


ATOM 


712 


c 


THR 


135 


-11 . 


214 


11 . 


.685 


51 . 


499 


1 . 


00 


30 . 


.80 


ATOM 


713 


0 


THR 


135 


- 10 . 


553 


12 , 


.299 


50 . 


657 


1 . 


00 


29 . 


.91 


ATOM 


714 


N 


LEU 


136 


-12 . 


446 


11 . 


. 235 


51 . 


272 


1 . 


00 


31. 


.35 


ATOM 


715 


CA 


LEU 


136 


-13 . 


120 


11 . 


.414 


49. 


994 


1 . 


00 


30 


.05 


ATOM 


716 


CB 


LEU 


136 


-14 . 


418 


10 . 


. 611 


49 . 


955 


1 . 


00 


25 , 


.71 


ATOM 


717 


CG 


LEU 


136 


-15 . 


412 


10 . 


. 924 


48 . 


833 


1 . 


00 


21 , 


.56 


ATOM 


718 


GDI 


LEU 


136 


-14 . 


746 


10 , 


. 754 


47 . 


477 


1 . 


00 


20 . 


.38 


ATOM 


719 


CD2 


LEU 


136 


-16 . 


62 7 


10 . 


. 026 


48 . 


961 


1 . 


00 


19 . 


.40 


ATOM 


720 


c 


LEU 


136 


-13 . 


402 


12 , 


.883 


49 . 


707 


1 . 


00 


33 


.09 


ATOM 


721 


0 


LEU 


136 


-13 . 


129 


13 , 


.352 


48 . 


607 


1 . 


00 


34 


. 24 


ATOM 


722 


N 


GLU 


137 


-13 . 


943 


13 , 


.603 


50 . 


692 


1 . 


00 


34 


. 66 


ATOM 


723 


CA 


GLU 


137 


-14 . 


244 


15 , 


. 019 


50 . 


,500 


1 . 


00 


36 


.88 


ATOM 


724 


CB 


GLU 


137 


-15 . 


090 


15 


. 597 


51 , 


,651 


1 . 


00 


40 


.97 


ATOM 


725 


CG 


GLU 


137 


-14 . 


366 


15 


. 793 


52 , 


, 994 


1 . 


00 


45 


.75 


ATOM 


726 


CD 


GLU 


137 


-14 . 


984 


16 


. 907 


53 . 


, 855 


1 . 


00 


49 


.12 


ATOM 


727 


OEl 


GLU 


137 


-14 . 


225 


17 


. 783 


54 . 


,330 


1 , 


00 


48 


. 83 


ATOM 


728 


OE2 


GLU 


137 


-16 . 


221 


16 


. 911 


54 . 


. 055 


1 . 


00 


46 


.20 


ATOM 


729 


c 


GLU 


137 


-12 . 


963 


15 


. 818 


50 . 


.338 


1 . 


00 


34 


. 88 


ATOM 


730 


o 


GLU 


137 


-12 . 


927 


16 


. 808 


49 . 


.613 


1 . 


. 00 


37 


.49 


ATOM 


731 


N 


GLU 


138 


-11 . 


904 


15 


.372 


50 . 


.996 


1 . 


, 00 


32 


.51 


ATOM 


732 


CA 


GLU 


138 


-10 . 


631 


16 


. 059 


50 , 


. 920 


1 . 


, 00 


33 


.95 


ATOM 


733 


CB 


GLU 


138 


-9 . 


824 


15 


. 785 


52 . 


.190 


1 , 


, 00 


35 


.96 


ATOM 


734 


CG 


GLU 


138 


-8 . 


508 


16 


. 532 


52 . 


.268 


1 , 


, 00 


38 


. 62 


ATOM 


735 


CD 


GLU 


138 


-7 . 


437 


15 


. 739 


53 . 


.002 


1 . 


, 00 


44 


.42 


ATOM 


73 6 


OEl 


GLU 


138 


- 7 . 


798 


14 


. 832 


53 . 


. 792 


1 , 


, 00 


47 


. 64 


ATOM 


737 


OE2 


GLU 


138 


-6 . 


235 


16 


.014 


52 . 


. 775 


1 . 


, 00 


38 


.08 


ATOM 


738 


c 


GLU 


138 


-9 . 


827 


15 


. 665 


49 , 


. 675 


1 . 


, 00 


34 


. 17 


ATOM 


739 


o 


GLU 


138 


-8 . 


968 


16 


.433 


49 , 


. 233 


1 . 


. 00 


35 


. 17 


ATOM 


74 0 


N 


PHE 


139 


-10 . 


116 


14 


.482 


49 , 


.123 


1 . 


. 00 


29 


.77 


ATOM 


741 


CA 


PHE 


139 


-9 . 


452 


13 


. 934 


47 , 


. 935 


1 . 


, 00 


23 


. 01 


ATOM 


742 


CB 


PHE 


139 


-10 , 


202 


12 


. 694 


47 , 


.459 


1 , 


. 00 


17 


, 20 


ATOM 


743 


CG 


PHE 


139 


-9 . 


651 


12 


. 103 


46 . 


. 186 


1 . 


. 00 


12 


. 63 


ATOM 


744 


CDl 


PHE 


139 


-8 . 


285 


11 


. 903 


46 


. 033 


1 . 


. 00 


10 


.00 


ATOM 


74 5 


CD2 


PHE 


139 


-10 . 


500 


11 


. 781 


45 , 


. 128 


1 . 


. 00 


7 


. 51 


ATOM 


746 


CEl 


PHE 


139 


- 7 . 


768 


11 


.406 


44 . 


. 848 


1 . 


. 00 


4 


. 34 


ATOM 


747 


CE2 


PHE 


139 


-9 . 


999 


11 


.286 


43 


. 944 


1 . 


. 00 


4 


. 17 


ATOM 


748 


cz 


PHE 


139 


-8 . 


627 


11 


.096 


43 


. 799 


1 . 


. 00 


2 


. 93 


ATOM 


749 


c 


PHE 


13 9 


-9 , 


359 


14 


. 946 


46 


. 792 


1 . 


. 00 


23 


. 97 


ATOM 


750 


o 


PHE 


139 


-10 . 


, 377 


15 


.493 


46 


.355 


1 . 


. 00 


25 


. 86 


ATOM 


751 


N 


GLN 


140 


- 8 . 


, 160 


15 


. 122 


46 


. 247 


1 , 


. 00 


21 


. 95 


ATOM 


752 


CA 


GLN 


14 0 


- 7 . 


. 928 


16 


. 114 


45 


.202 


1 , 


. 00 


23 


. 71 


ATOM 


753 


CB 


GLN 


14 0 


- 7 . 


. 313 


17 


. 340 


45 


. 874 


1 , 


. 00 


25 


. 69 


ATOM 


754 


CG 


GLN 


140 


-6 . 


> 997 


18 


.504 


44 


.998 


1 , 


. 00 


33 


.16 


ATOM 


755 


CD 


GLN 


140 


-6. 


.506 


19 


.667 


45 


.824 


1. 


.00 


36 


.46 


ATOM 


756 


OEl 


GLN 


140 


-7. 


.130 


20 


.722 


45 


.861 


1, 


.00 


40 


.80 


ATOM 


757 


NE2 


GLN 


140 


-5. 


.402 


19 


.464 


46 


.533 


1, 


.00 


36 


.20 


ATOM 


758 


C 


GLN 


140 


-7. 


.035 


15 


.631 


44 


.052 


1 


.00 


22 


.46 


ATOM 


759 


O 


GLN 


140 


-7, 


.459 


15 


.619 


42 


.898 


1. 


. 00 


24 


.38 


ATOM 


760 


N 


ASP 


141 


-5 . 


.806 


15 


.244 


44 


.383 


1 


.00 


19 


.44 


ATOM 


761 


CA 


ASP 


141 


-4 . 


. 828 


14 


.784 


43 


.411 


1 


. 00 


13 


.47 


ATOM 


762 


CB 


ASP 


141 


-3 . 


. 531 


15 


.551 


43 


.626 


1 


. 00 


13 


.18 


ATOM 


763 


CG 


ASP 


141 


-3 . 


. 771 


16 


.999 


43 


.954 


1 


. 00 


17 


.70 


ATOM 


764 


ODl 


ASP 


141 


-3 , 


.325 


17 


.455 


45 


.025 


1 


.00 


18 


.62 


ATOM 


765 


0D2 


ASP 


141 


-4. 


.451 


17 


.685 


43 


.166 


1 


.00 


22 


.49 



13/150 



FIG. IN 



M. 1 \JV*l 


/DO 




ASP 


141 

J. ^ -L 


-4 . 


529 


13 


. 290 


43 . 


472 


1 


. 00 


15 . 


68 


TV TT^M 


/Of 


o 


ASP 




-4 , 


865 


12 


. 607 


44 . 


441 


1 


. 00 


15 . 


84 




n fid 

/DO 


M 
iM 


V AIj 


X fx 4C 


» 1 


Q1 9 
7 X ^ 


12 


.7 85 


42 . 


4 0 6 


1 


. 00 


17 . 


48 




/ o y 


A 


V AIj 


14 9 
X fx ^ 




516 


1 1 


3 79 


42 . 


2 96 


\ 


. 00 


10 , 


30 


TV "POM 


/ / u 






14 9 

X ft ^ 


-4 . 


422 


10 


. 604 


41 . 


327 


1 


. 00 


6 . 


58 


ATOM 


/ / J. 


J. 


V/vu 


14 9 
Xfi ^ 


_ 1 




9 


. 181 


41 . 


198 


1 


. 00 


5 , 


29 




/ 




V AJ-i 


14 9 
Xft ^ 




fi71 


1 0 

X \J 


• O ft o 


41 . 


798 


1 


. 00 


6 , 


09 






o 




14 9 
Xfr ^ 


-2 . 


095 


11 


, 3 18 


41 . 


748 


1 


. 00 


9 , 


87 


A± Vjfl 


in A 




V AlJ 


14 9 
X fx ^ 


_ 1 

X • 


741 


12 


. 046 


40 . 


825 


1 


. 00 


14 


44 


7\ »T"Owr 


^7 


M 

iN 


TVP 
1 X iv 


14 7 
X fx O 


- 1 . 


2 60 


1 0 


.4 87 


42 . 


34 5 


1 


. 00 


7 


25 


/\ 1 vJlYl 


*7 A 


oa 

^A 


TVP 
1 X Iv 


1 4 "5 
X ft J 


n 


109 


1 0 


.3 51 


4 1 . 


873 


1 


. 00 


8 


2 0 


TV TT^M 


•7 T "7 
III 


OR 


TVP 

1 X I\. 


1 4 '5 
X fx J 


1 

X « 


114 
X X t 


1 n 

X v 


.6 02 


42 , 


996 


1 


. 00 


7 


96 




/ / o- 




TVP- 

1 X rv. 


1 4 
X ft J 


1 . 


198 


12 


,041 


43 , 


4 52 


X 


.00 


9 


3 1 




"7 1 Q 

/ / y 


v_-U± 


TVD 
1 X K 


1 4 "5 
Xfi J 


n 

V • 


1 44 
Xft *± 


1 9 
X ^ 


fi4 

. D ft -3 


44 


13 6 


3_ 


. 00 


10 


72 




"7 Q n 




TVD 
1 IK 


1 4 "5 
Xfl J 


n 

u . 


91 
^ X b 


1 1 

X J 


Qft 7 


44 
ft ft 


3 ft o 


1 

X 


00 


14 


58 




/OX 


ono 


TVP 


1 4 
Xfk J 


^ • 


119 
J J ^ 


1 9 

X ^ 


ft HQ 

• O W 17 


41 


1 Q1 

X 7 .3 




. 00 


7 


27 




/ 




TVP 


14 1 
XfU 


^ • 


411 

ft X J 


1 4 

Xft 


1 Ifl 
• X J o 


41 
ft J . 




\ 


. 00 


9 


99 




"7 Q 


07 


TVP 
1 X K 


141 
Xft O 


1 

X . 


m9 


1 4 

X ft 




44 


273 




. 00 


16 


33 




Q 4 


OTJ 


TVD 
1 X K 


141 
X^ J 


X . 


4 4 9 
ft ft ^ 


1 fi 

X D 


0 4 7 
, U ft / 


4 4 


6 64 


1 


. 0 0 


17 


53 




•7 Q c: 




TVP 
1 X rC 


1 4. 1 
X ft ^ 




9 4 Q 
^ ft 27 


P 
O 


Q 1 9 

. 17 J ^ 


4 1 


3 3 5 


\ 


. 0 0 


12 


96 




T Q ^ 


r\ 

KJ 


TVP 

1 X K. 


X*± J 


- n 


191 


/ 


Q ft Q 

. o 7 


4 1 
ft X 


ft Q 7 

O -7 / 




oo 


15 


01 




•7 Q T 


JM 


T T?TT 


Xfl ft 


u • 


Q1 

y xb 


p 


ft n 7 


4 O 
ft u 


1 ftfl 

X o o 


3_ 


. 00 


14 


02 




•7Q Q 


oa 

^A 


T T?TT 


14 4 
Xfx fx 


X • 


141 
Xft ^ 


"7 

f 


• 3 ^ u 


1 Q 

O .7 


53 0 


1 


. 00 


g 


63 


A i vJiYl 


'7 0 0 


on 


T T7TT 


14 4 
Xft ft 


u • 


4 QR 
ft 7 O 


n 

1 


R9 1 

• 3 ^ X 


1 ft 


1 47 
Xft / 




00 


1 


. 96 


Ai VJfl 


■7Qn 
/ y u 


oo 


T T?TT 


14 4 
Xft ft 




Q79 


n 

1 


Q97 


1 ft 
.3 O 


04 1 

W ft X 


1 


. 00 


7 


. 52 


A 1 WIm 


/ i? 1. 




T T?TT 


1 44 
Xfx ft 


_ 1 

X • 


14 Q 
^ ft 7 


Q 

o 


• U O 17 


1 fi 


^ f Zj 


3^ 


. 00 


4 


. 64 


A 101*1 


■7 0 0 


ono 


T T?TT 


1 44 
Xfx ft 


_ 1 

X . 


o / y 


o 


QOI 

• 27 X 


1R 


7 14 




. 00 


7 


. 15 


A ± L/lYl 


'7 Q "5 


L. 


T t?TT 


14 4 
X ft ft 


9 

^ • 


(^A Q 

D ft 17 




1 c^9 


1 Q 

J -7 


3 84 




. 00 


8 


. 82 


Ai UIYl 


*7 Q /I 

/ y ft 




T T?M 


1 4 A 
Xft ft 


-3 

O . 


1 9 


p 


9 1 Q 

. ^ .J 27 


1 ft 


ft R 7 


]_ 


. 00 


8 


. 56 


Ai 


•7 Q C 

/ y 3 




VAXj 


Xft 3 


-3 

J . 


X / O 


b 


9 9 Q 


1 Q 


ft fi Q 

» O D 7 


X 


oo 


Q 
-7 


. 85 


A "POM 
Al VJlYi 


Q C 

/ y b 


oa 


■\72iT 
V AXi 


1 4 R 
Xfx O 


A 

ft • 


fil 4 
O Xft 




> 7 D ^ 


1 Q 


, 8 04 




. 00 


10 


, 26 


a TOM 
Al Wl*! 


/ y f 


OTl 


VAXj 


1 4 R 
Xfx D 




1 7ft 
X / o 


c: 


. 548 


41 


. 177 




. 00 


4 


. 81 


A T'OM 


/ y o 


om 


V AJ-i 


1 4 R 
Xfx 3 


o . 


7ni 

/ U X 






41 


. 147 


1 


. 00 


2 


. 00 


A 1 Vjl*] 


/ y y 




V AIj 


1 4 ^ 
Xfx D 


A 

fx • 


fill 


fi 

D 


. ft o u 


42 


256 


1 


. 00 


8 


. 68 


A 1 L^lYl 


Q n n 
o vj U 




V AIj 


Xft D 


ft . 


ft Qfi 

O 17 O 


A 
ft 


ft ft Q 

. O O -7 


3 8 


.769 




. 00 


10 


. 28 


A T»OM 

AHJIYI 


o U ± 


r\ 
\J 


V AIj 


Xft D 


A 

ft . 


Oft c; 


-3 


Q ft 7 


1 ft 


R 

-J D D 




. 00 


14 


. 74 


A T'/^A/T 
AHJIM 


D r» o 


TvT 
iN 


MT7T 


'\ Af^ 
X f± D 


b . 


Lf b O 


/I 
ft 


Q R ft 

. 7 3 O 


1 ft 


1 "^O 
. X J u 




. 00 


12 


. 27 


Al L/ln 


Q n 1 
o U J 


oa 

L.A 


WPT 
1^1 Cj 1 


X*i D 


o . 


44 1 
ft *± J 




09 R 


3 7 


0 85 


\ 


. 00 


13 


. 67 


Al UlM 


O Ufi 


OR 


MT?T 
l*\Xli 1 


14^ 
X ft O 




Q n n 

17 u u 


ft 


Rft Q 

. O O J7 


1 


. / o o 




. 00 


19 


. 3 9 


ATOM 
Al VJlTl 


one: 


OO 


MITT 
iXlCi 1 


1 4 
Xfx b 


3 • 


71 Q 
/ X 27 




fi9 O 


14 

<3 ft 


. 624 


]_ 


. 00 


28 


. 14 


AlUM 


one 
o U b 




MT7T 
JYlCil 


1 A C 
Xft b 


c 

D . 


Q1 

3y X 


A 
ft 


4 QO 

• ft y w 


1 1 


on 

• U O X 


X 


oo 


1 

X 3 


• X o 


ATOM 


Q n 


oc 


M*CT 

ncii 


1 A C 
Xfk b 


•7 


1 *7'7 
X f / 


ft 


O Q R 

. u y 3 


1 9 


4 oi 

■ ft V J 


1 

X 


00 


1 1 

X X 


1 e= 
. x^ 




Q n Q 




MT7T 


1 A C 

x^ b 




Qfil 

y b ^ 


.J 


Q ft Q 

. y o y 


1 7 


OI 1 
• U X J 


1 

X 


00 

* \J\J 


1 1 

X X 


. 4 1 


A TOM 


o rk Q 

o uy 


U 


M'CT 


1 /I c 
Xft D 


Q 


f^l ft 

b^ o 


ft 


R 

. / D -3 


1 '7 


fi ft 1 
.box 


X 


oo 

, \J\J 


14 


, 24 


A nn/^M 


OTA 


N 


r^T TT 

CjIjU 


T /I "7 
Xft / 


Q 


D X U 


•3 


1 O 1 
. X U X 


1 fi 

J b 


1 Q4 
. X 7 ft 


X 


o o 


1 9 

X ^ 


. 24 


A rp/^VA 
AlOM 


O XX 


«^ A 

UA 


/^T TT 
VjIjU 


X4 / 


Q 

y . 


Q EI O 

y D o 




O 9 <^ 
. U ^ O 


1 <^ 
J b 


O R 7 


X 


0 o 


1 0 
X u 


1 Q 

..3 7 


ATOM 


812 


CB 


GLU 


X4 / 


xu , 


7 C Q 

Joy 


X 


. / bfi 


1 tr 


1 O 1 
. J U X 


X 


n n 


1 1 
X o 


1 7 


ATOM 


813 


CG 


GLU 


147 


11 


869 


1 


.594 


35 


.228 


1 


. 00 


20 


.29 


ATOM 


814 


CD 


GLU 


147 


12, 


306 


0 


.436 


34 


.356 


1 


.00 


20 


.99 


ATOM 


815 


OEl 


GLU 


147 


11. 


442 


-0 


.188 


33 


.700 


1 


.00 


21 


.78 


ATOM 


816 


0E2 


GLU 


147 


13, 


522 


0 


.154 


34 


.333 


1 


.00 


24 


.35 


ATOM 


817 


C 


GLU 


147 


10. 


446 


4 


.260 


35 


.296 


1 


. 00 


7 


.60 


ATOM 


818 


0 


GLU 


147 


9 


725 


4 


. 810 


34 


.471 


1 


. 00 


8 


.87 


ATOM 


819 


N 


LEU 


148 


11 


678 


4 


. 673 


35 


.552 


1 


. 00 


9 


.62 


ATOM 


820 


CA 


LEU 


148 


12 


229 


5 


.851 


34 


.897 


1 


. 00 


9 


. 07 


ATOM 


821 


CB 


LEU 


148 


13 


273 


6 


. 527 


35 


.794 


1 


. 00 


9 


.50 


ATOM 


822 


CG 


LEU 


148 


13 


777 


7 


.907 


35 


.349 


1 


. 00 


2 


. 00 


ATOM 


823 


CDl 


LEU 


148 


12 


635 


8 


.897 


35 


.386 


1 


.00 


2 


.00 


ATOM 


824 


CD2 


LEU 


148 


14 


917 


a 


.373 


36 


.224 


1 


.00 


2 


.00 



14/150 



10/501002 



ATOM 


825 


C 


ATOM 


Q O ^ 


u 


ATOM 


82 7 


N 


ATOM 


82 8 


CA 


ATOM 


82 9 


CB 


ATOM 


o o n 
o J (J 




ATOM 


O J 1 


oU 


ATOM 


832 


Cci 


ATOM 


833 


C 


ATOM 


834 


0 


■JV rO^H* 

ATOM 


83 5 


N 


ATOM 


83 6 


CA 


ATOM 


83 7 


CB 


ATOM 


83 8 


CG 


ATOM 


839 


ODl 


ATOM 


840 


0D2 


ATOM 


841 


C 


ATOM 


842 


O 


ATOM 


843 


N 


ATOM 


844 


CA 


ATOM 


845 


CB 


ATOM 


846 


C 


ATOM 


847 


0 


ATOM 


848 


N 


ATOM 


849 


CA 


ATOM 


850 


CB 


ATOM 


851 


CG 


ATOM 


852 


ODl 


TV rn/^ivii 

ATOM 


853 


ND2 


ATOM 


854 


C 


TV rrt^nM 

ATOM 


855 


O 


ATOM 


856 


N 


ATOM 


857 


CA 


ATOM 


858, 


CB 


ATOM 


85 9 


CG 


TV m/~VKif 

ATOM 


8 6 0 > 


CDl 


TV rn/~viv* 

ATOM 


8 61 


CD2 


ATOM 


862 


C 


ATOM 


863 


0 


ATOM 


864 


N 


ATOM 


865 


CA 


ATOM 


866 


CB 


ATOM 


867 


SO 


ATOM 


868 


C 


ATOM 


869 


O 


ATOM 


870 


N 


ATOM 


871 


CA 


ATOM 


872 


CB 


ATOM 


873 


CG 


ATOM 


874 


CD 


ATOM 


875 


OEl 


ATOM 


876 


NE2 


ATOM 


877 


C 


ATOM 


878 


O 


ATOM 


879 


N 


ATOM 


880 


CA 


ATOM 


881 


CB 


ATOM 


882 


CGI 


ATOM 


883 


CG2 



FIG. 



T T?TT 


1 AQ 
X4 O 


1 o 
1^ 


T "CTT 




1 o 
X ^ 


lyiCi 1 




xz 






1 o 
x^ 


inn* i 




X X 


MITT" 




X u 


MTTT 




1 1 

X J. 




1 A Q 


XX 


IVlCil 


1 y1 Q 


T O 
Xo 




T j1 Q 

±4 y 


1 o 

X J5 


A O T) 


J. D U 


X4 


A O T3 


X D U 


1 C 
X 5 


AO 13 


Xo U 


X b 


A O O 


lb U 


X / 


ASP 


1 c 

15U 


X o 


A en 


T C ft 


X o 


ASP 


"1 C ft 


14 


A O Ti 
ASP 


I C ft 

150 


T C 

15 


ALA 


151 


1 J 


ALA 


151 


X J 


ALA 


TCI 
151 


T /I 

14 


ALA 


TCI 

Ibl 


1 o 
X2 


ATA 

AXiA 


1 C 1 


XX 


A OXT 




XX 


ASN 


152 


1 ft 
lU 


A OXT 


152 


a 
O 


ASN 


152 


y 


A OTvT 


X 


Q 

o 




X 52 


T ft 

X u 


ASN 


X 52 


1 ft 
X u 


ASN 


152 


1 1 
XX 


T CTT 


ICO 

X5o 


Q 

y 


T C*TT 


T C O 

15 J 


y 


T CTT 


T C O 

15 J 


Q 

o 


T "CTT 


X5 J 


Q 
O 


T CTT 


X 5^ 


'-J 


T CTT 


X 5 J 


T ft 

X V 


T CTT 


T C O 

X 5 J 


Q 

y 


LEU 


153 


T ft 

lU 


L. X O 


1 C v1 

154 


y 


CYS 


154 


y 


CYS 


154 


Q 
O 


CYS 


154 


o 


CYS 


154 


1 0 


CYS 


154 


11 


GLN 


155 


11 


GLN 


155 


12 


GLN 


155 


13 


GLN 


155 


13 


GLN 


155 


11 


GLN 


155 


10 


GLN 


155 


11 


GLN 


155 


13 


GLN 


155 


14 


VAL 


156 


13 


VAL 


156 


14 


VAL 


156 


13 


VAL 


156 


14 


VAL 


156 


13 



lO 

.836 5.617 33 

.896 4.986 33 

.190 6.207 32 

.637 6.128 31 

.440 5,978 30 

.546 4.739 30 

.392 3.117 30 

.336 2.605 28 

.435 7.393 30 

.161 8.458 31 

.432 7.255 29 

.335 8.347 29 

.615 7.768 28 

.313 6.786 29 

.738 6.394 30 

.455 6.398 29 

.823 9.462 28 

.312 10.595 28 

.893 9.144 27 

.347 10.151 26 

.307 10.386 25 

.017 9.681 26 

.587 8.580 26 

.309 » 10.555 25 

.053 10.144 25 

.881 11.095 25 

.113 12.510 24 

.257 13.092 24 

.232 13.098 25 

.349 10.018 23 

.479 10.301 23 

.365 9.577 22 

.561 9.371 21 

.370 8.655 20 

.669 7.298 20 

.553 7.003 19 

.003 7.285 19 

.885 10.622 20 

.859 10.635 19 

.107 11.684 20 

.311 12.947 20 

.434 14.036 20 

.668 13.722 20 

,771 13.407 20 

.220 14.080 19 

.515 13.010 21 

.916 13.386 21 

.311 13.454 22 

.089 14.823 23 

.746 15.429 22 

.697 14.911 23 

.774 16.516 22 

.823 12.436 20 

.937 12.794 20 

.324 11.227 20 

.056 10.194 19 

.539 8.759 19 

.570 7.709 19 

.224 8.670 21 



. 521 


1 ^ 


00 


14 . 


45 


. J o ^ 




00 


10 . 


38 


. ^ J. o 




00 


2 0 . 


3 8 


. J. ^ fx 


1 

X • 


on 


1 ft 
X o . 


3 1 


. 181 


2^ ^ 


00 


15 . 


17 




X . 


\J \J 


X o . 


81 


. 3 3 U 




00 


14 . 


34 


• / 7 O 




00 


7 ^ 


98 


. 817 


3^ ^ 


00 


17 . 


37 


.3 82 


]_ ^ 


00 


14 . 


19 


. J? fx O 




00 


18 . 


71 


. 3 D J* 


X . 




1 9 . 


67 


. O J 


X . 


n n 


2 0 . 


4 6 


ft p'? 


1 

X . 




2 5 . 


54 


QOfi 


T 

X • 


no 


o ^ . 


Of* 


. 3 /Z 


n 

X . 


no 






. o 3y 


X « 


on 


1 Q 

X 7 • 


3 O 




X • 


oo 


1 Q 

X 7 . 


Q7 
«7 / 


. /ox 


X . 


n n 


X o . 


4 ft 
fx O 


. O 'x ft 


X . 


n n 


1 9 


ft Q 


. o o o 


X . 


n n 


XJ * 


A 1 
ft X 


o O 1 
. ,3 Z X 


X . 


ft n 


Q 




. o ff y 


X . 


nn 


1 9 
X ^ * 


O 3 


• OX3 


X . 


nn 


o • 


Qft 


. uxy 


X . 


nn 


xi . 


99 




X ■ 


nn 


1 

X 3 . 


c;n 


ft c^O 


X . 


nn 


9 9 


X 3 


1 ftn 


n 

X . 


n n 


9 9 


X 3 


9 c:o 


X . 


n n 


Jo. 


ft4 


T c: 


X . 


n n 


1 Q 
X 7 . 


n9 


1 1 A 
. X X'i 


n 

X . 


nn 


X 3 . 


A ft 
f± o 


• / 3 w 


X < 


nn 


1 Q 

X 7 . 




O 1 ^ 
• .5 XO 


X . 


nn 


X3 . 




. o y ft 


1 

X . 


nn 


1 1 
X X • 


91 

. ^ X 


. UDy 


X < 


n n 


Q 
O • 


> 3 / 


. X u y 


T 

X . 


nn 


O 

■J . 


> / X 


o o o 


X . 


n n 


c 
O . 


. Xfx 


. Dxy 


X . 


n n 


X 3 . 


9 9 


, / 1 f 


X . 


n n 


1 

X J . 


. *± J 


"71 A 


X . 


nn 


1 

X o ■ 


> 


ft ft c 
. U U5 


X . 


n n 


1 o 
X J . 


. / O 


. OX / 


1 . 


n n 


X X . 


n n 

> u u 


. ft y X 


X . 


n n 
. uu 


9 C 


n9 

. u^ 


ft 1 1 

. U XX 


X 


ft ft 
. uu 


X X . 


C O 


ft Q R 
. U C3 3 


X , 


n n 
. u u 


1 

X D . 


ft 9 


rii "7 
. UJ / 


X . 


ft ft 
. u u 


1 o 
X J . 


ft cr 


. loo 


X 


ft ft 


X o . 


. b J 


.652 


1 


. 00 


20. 


.85 


.291 


1 


.00 


29. 


.75 


.921 


1 


.00 


38. 


.41 


.299 


1, 


.00 


44 , 


.89 


.147 


1 


.00 


43 , 


.08 


.415 


1 


. 00 


15, 


.29 


. 036 


1 


.00 


14 , 


.99 


, 191 


1 


. 00 


14 . 


.81 


.475 


1 


. 00 


14 , 


.38 


.853 


1 


. 00 


12 


.39 


.506 


1 


.00 


13 


.35 


.319 


1 


.00 


14 


.14 



15/150 



&0/ 



FIG. IP 



A 1 \Ji*l 


oo*± 


r* 




1 t^fi 
X 3 0 


xo . 


• 0 J 0 


1 0 

X \J < 


457 


17 . 


977 


1 , 


. 00 




Q n 

o O D 


r\ 
\J 


WAT. 


X 3 0 


X*z ' 


• f ^ 1 


1 n 

X \J . 


4 03 


17 . 


179 


1 


. 00 




fi Q ^ 


TsT 


X 


X D / 


X ^ 


. 0 u / 


X VJ . 


.83 8 


17 . 


628 


1 


. 00 




00/ 




TT.TT 


X o / 


1 9 

X ^ < 


.221 


1 1 


141 


16 . 


.26 0 


1 


. 00 




fi Q P 






±0 / 


1 n 

X yj 


'TP 


11 


690 


16 . 


217 


1 


. 00 


a "POM 


0 0 7 




TT.P 

X 1 1 Pi 


X3 / 


1 0 

X 


• ^ 1 0 


12 , 


.480 


14 . 


940 


1 


, 00 




O7U 


Of21 




1 ^.1 

X3 / 


Q 


• / 7 3 


1 n 

X \J < 


R41 

1 3*z X 


16 . 


,387 


1 


. 00 


TV T'/^M 


PQ1 
07 J. 


OTJI 


TT.TT 


X3 / 


a 
0 


• J 0 *s 


1 n 

X u < 


t 7 0 17 


X 0 • 


,410 




. 00 




P Q 0 




TT.T? 
X J-i Ct 


XD / 


X J 


. X3 X 


1 9 

X ^ 1 


> X 0 7 


X3 • 


629 


1 


. 00 




P Q "5 

0 y ^ 


r\ 
<J 


X i-i III 


X -3 / 


X J 


R n n 

. 3 u u 


12 


. D 0 


14 


,451 


1 


. 00 




P Q A 

0 y 


"NT 


CXI .M 


X D 0 


1 

X J 


R 7 

. 3 D 0 


1 

X J . 


158 


16 . 


,411 


1 


, 00 




P Q 
0 y o 


oa 




1 ^ft 
X ^ 0 


14 


.43 9 


14 


183 


15 . 


,882 


1 


. 00 




R Q 
0 y 0 




OXiIM 


1 ^p 

X J 0 


X *± 


9 R 


15 , 


.4 87 


16 - 


.667 




.00 




ROT 


nn 


VjXiJM 


X 3 0 


X 0 


. ^ 0 ^ 


X D . 


4 ;^p 

• ri 0 0 


X 0 < 




\ 


. 00 


a TOM 


POP 




VjXiIM 


1 t^P 
X30 


1 

X 0 


fi7n 

• 0 / v 


17 


. 030 


14 . 


692 




. 00 




Q Q Q 

07 y 


OT71 




1 t^p 
X30 


Xrt 


P44 


X 0 < 




1 4 

X *z < 




1 


. 00 


TV T'OM 


art n 
y u u 


JMCiZ 


OXjJN 


1 t^P 
X^O 


X Z 


• 0 y X 


1 7 

X / . 


c;^p 
• 300 


1 

XJ • 


Q71 

> 7 / X 




00 


TV Ti/^M 


y u J. 




0X1 JN 


1 c^P 
X30 


X 3 


P QP 
* 0 y 0 


X J . 


7P7 
. / 0 / 


1 R 

X3 • 


77"^ 


]^ 


00 

. \J\J 


ATOM 


Q r\ 0 


U 


/^T XT 


TCP 

X r) 0 


X b 


. 0 / z 


1 4 

X ft . 


4 71 
. ft / X 


1 e: 
X 3 . 


inn 

. X u u 


1 

X 


n n 


TV T'/^TVA 


Q "3 

y u J 


TvT 


MCT 
Mti i 


1 c 0 
X D y 


X D 


9 p p 
• Zoo 


1 9 

XZ . 


^ P P 


1 

X 0 . 


4 n R 

. fi U 0 


T 
X 


on 


TV TirMV/T 


y u 4 


A 
L.A 


iYllli i 


ICO 

X o y 


X / 


. 0 / y 


1 9 

±Z . 


9 e; <r 
. 4^ 3 0 


1 

X D . 


7 "5 
, 0 J J 


T 
X 


0 n 


7\ rp/^x* 

AiUM 


one 

y u D 


^"D 

L.B 


MCT 
MCj i 


1 c: Q 

xby 


1 P 
Xo 


. XU 3 


T T 

XX . 


c; 04 

. 3Ufi 


1 7 

X / . 


e; Q4 
. 3yft 


1 
X 


nn 


AiUM 


Q n f 
y U b 




MCj i 


xby 


X / 


. 03X 


X u < 


111 
. XXX 


1 7 

X / • 


. / 3Z 


X 


no 


TV T'/^M 

ATOM 


Q "7 




M£j i 


ICQ 

xby 


X / 


, yb J 


Q 

y ( 


"2 QP 

. J y 0 


1 Q 

xy 1 


■ 0 0 3 


1 

X 


0 0 


ATOM 


5?U 0 




MCT 
MUj i 


xoy 


X y 


£ p 7 
. bo / 


Q 

0 


Q 9 T 

. yzo 


1 Q 

xy , 


1 n7 
. xu / 


1 

X 


00 


TV ^r\M 
AlOM 


Q A Q 

y u y 


/-I 


Mrj i 


X z> y 


X / 


P P "5 
. 0 0 J 


X X 


4 T n 

. ft X u 


1 e; 

X3 < 


HP Q 
> u 0 y 


1 

X 


0 0 


TV rP/^TV/I 


y 1 u 


u 


MCT 
MCj i 


T c; Q 

X 3 y 


X 0 


. y ft fi 


X u 


7 Q^^ 

. / y 0 


1 4 

Xfi . 


e; Q9 

> 3 y z 


1 

X 


n 0 


Ai vJIM 


y ± ± 


TvT 


OT TT 


X 0 u 


X y 


n Q 
. u y D 


X X 


4 4 n 


1 4 

X fx ' 


c;4 Q 

. 3 fx 7 


]_ 


, 0 0 


A i vJrl 


Q1 0 

y X ^ 


oa 

L.A 


rxj TT 


X 0 u 


X y 


4 1 

. rx X 0 


X \J 


.000 


1 7 

X 0 . 


. 344 


]^ 


. 00 


AHJIYl 


y ± 0 




r^T TT 


X D U 


z u 


7 P 1 
. / 0 X 


X X 


117 
.XX/ 


1 9 

±Z ■ 


P O'^ 
. 0 v .J 


1 

X 


. VJ VJ 


ATOM 


Q 1 A 

y ±fi 




OT TT 


xo u 


^ X 


0*^ P 
• U J 0 


X u 


• f 3 J 


1 1 

X X > 


. .9 3 J 


3^ 


. 00 


ATOM 


y ±3 


OF* 


OT TT 


X 0 u 


z z 


■51 4 
■ 0 Xrt 


XX 


P 7 


1 n 

X \J < 


• 0 ^ 0 


1 

X 


00 

• VJ VJ 


ATOM 


y X D 


UiliX 




X 0 u 


z z 


9 Q9 

. ^ y z 


1 9 
J.Z 


• ^yjz 


1 n 

xu < 


R9 
. 3^ 


1 

X 


00 


ATOM 


yx / 


OT?*? 
UCi^ 


(^T TT 


X 0 u 


z 0 


. J U 


X u 


fi7P 
. D / 0 


1 n 

X V./ < 


79fi 
. / ^ 0 


1 

X 


00 


A TOM 
Al UlVl 


y X 0 


V- 


OT TT 


X D u 


X y 


. J 7 0 


Q 


1 Q1 
. X ? X 


X J 


^4 Q 

. D 7 




. 0 0 


A TOM 


y X y 


U 


OT TT 


X 0 u 


Z \J 


n 

. 0 0 u 


R 


9 9 
» ^ z z 


1 4 
X f± 


.180 


1 


. 0 0 


A TOM 
Ai UM 


y ^ u 


TVT 


T T?TT 


X D X 


1 p 
X 0 


9 

. Z 3 3 


R 


R 7P 
.3/0 


1 

X J 


R fl 

. 0 3 0 


\ 


00 


ATOM 

Ai VJrl 


y ^ X 


L.A 


T T7TT 


X 0 X 


1 p 
X 0 


n R R 
. u 3 3 


n 
1 


. X 3 0 


1 7 

X J 


Q R 




. 00 


ATOM 

Ai UM 


Q 0 0 




T T7TT 


X 0 X 


X 0 


9 "5 

. D Z J 


0 


R 7 ri 


1 4 
X *± 


n c;7 

. u 3 / 




. 00 


ATOM 

AiUM 


y z J 


00 


T T?TT 


X 0 X 


X 0 


1 9 n 
. xz u 


•7 


RP 
.030 


1 R 

X3 


4 n Q 

. fx \J 7 


]_ 


. 00 


ATOM 

AiUM 


Q 0 ^ 


OTIT 


T ITTT 


Xox 


Xffc 


. 0 X u 


/ 


. X / 0 


1 R 
X3 


• ft 30 


]_ 


00 


ATOM 






T CTT 


XoX 


Xb 


POP 

. ouo 


0 


. 0 UO 


1 C 
XO 


c:4 9 

. 3fx ^ 


1 

X 


00 


AiUM 


Q 0 ^ 

y^ 0 


/-I 

L. 


T CTT 


Xb X 


1 p 

X 0 


* ^ zu 


b 


1 9 
. J z 0 


1 9 
XZ 


» J OZ 


1 

X 


00 


TV rp/^lV/I 


Q 0 T 

y^ / 


U 


T TT'TT 


X b X 


X / 


. 0 b ^ 


D 


<^ c^9 
. 0 3Z 


1 1 
X X 


9 9 
t z 0 z 


1 

X 


nn 

. W VJ 


Ai UN 


0 0 Q 

y ^ 0 


IN 


A 0 D 

Aoir 


±KiZ 


1 Q 

X y 


n R 1 
. u 0 X 


3 


9 e; T 
, ZO f 


1 9 
X Z 


c;4 9 
. 3 fx ^ 


]_ 


00 


ATOM 


0 0 Q 

y 2 y 


0 A 

CA 


A 0 T^ 

AoF 




X y 


. J / J 




"5 A 1 
. J ft J 


1 1 
X X 


. ft 0 J 


T 
X 


0 n 

. VJ VJ 


ATOM 


93 0 


CB 


ASP 


162 


2 0 


. 7 JO 




. b /b 


X X 


. b b X 


X 


. u u 


ATOM 


931 


CG 


ASP 


162 


20 


.992 


3 


.253 


13 


.092 


1 


. 00 


ATOM 


932 


ODl 


ASP 


162 


22 


.164 


3 


.334 


13 


.510 


1 


.00 


ATOM 


933 


0D2 


ASP 


162 


20 


.045 


2 


.830 


13 


.792 


1 


.00 


ATOM 


934 


C 


ASP 


162 


18 


.259 


3 


.311 


11 


.457 


1 


.00 


ATOM 


935 


0 


ASP 


162 


17 


.355 


3 


.354 


12 


.295 


1 


. 00 


ATOM 


936 


N 


HIS 


163 


18 


.353 


2 


.362 


10 


.537 


1 


. 00 


ATOM 


937 


CA 


HIS 


163 


17 


.344 


1 


.321 


10 


.403 


1 


. 00 


ATOM 


938 


CB 


HIS 


163 


17 


.536 


0 


.571 


9 


. 080 


1 


. 00 


ATOM 


939 


CG 


HIS 


163 


17 


.233 


1 


.419 


7 


.884 


1 


. 00 


ATOM 


94 0 


CD2 


HIS 


163 


18 


.047 


2 


.022 


6 


.987 


1 


.00 


ATOM 


941 


NDl 


HIS 


163 


15 


.944 


1 


.765 


7 


.532 


1 


.00 


ATOM 


942 


CEl 


HIS 


163 


15 


.979 


2 


.547 


6 


.471 


1 


.00 




10.81 
10.61 
6.45 
8 . 99 
2 . 57 
2.00 
2.00 
2 .00 
16.39 
22.03 
16.88 
19 . 76 
24 .43 

29 . 67 
33 .29 
32.74 
38.14 
21.28 
23 . 06 
23 . 90 

27 . 52 
26.97 

28 . 99 
33 .77 
25.01 
29.07 
26.59 

33 . 57 
37,97 
43 . 50 
48.38 
54 .65 
57.49 
58.34 

40 . 57 

41 . 54 
40 .99 
38 . 14 
32 . 66 
27.51 
21.09 
18.19 
37.38 
38 .37 

34 . 91 
32 .15 
31.54 

23 . 98 
24.51 
20.55 
30.83 

30 .69 
28.95 

24 .49 
21 .42 
14 .24 

4 .27 
10.79 
9.18 



16/150 



M/50100 



FIG. IQ 



ATOM 


943 


NE2 


HIS 


163 


17 


. 242 


2 


. 720 


6 


. 122 


1 . 


, 00 


9 , 


,38 


ATOM 


944 




HIS 


163 


17 


. 245 


0 


. 350 


11 


. 569 


1 . 


00 


18 . 


99 


ATOM 


94 5 


Q 


HIS 


163 


16 


. 14 6 


0 


. 003 


11 


. 988 


1 . 


, 00 


17 . 


, 25 


ATOM 


94 6 


N 


GLU 


164 


18 


.381 


- 0 


.04 0 


12 


. 131 


1 . 


, 00 


16 , 


, 05 


ATOM 


94 7 


CA 


GLU 


164 


18 


. 371 


- 0 


. 982 


13 


.244 


1 . 


, 00 


21 , 


, 01 


ATOM 


948 


CB 


GLU 


164 


19 


. 800 


_ 1 


. 348 


13 


. 671 


1 . 


, 00 


25 , 


, 61 


ATOM 


949 


CG 


GLU 


164 


20 


. 871 


-1 


. 297 


12 


. 549 


1 . 


, 00 


42 . 


. 31 


ATOM 


950 


CD 


GLU 


164 


20 


. 424 


-1 


. 884 


11 


. 198 


1 . 


, 00 


50 . 


, 14 


ATOM 


951 


OEl 


GLU 


164 


19 


. 937 


-3 


. 038 


11 


, 151 


1 . 


, 00 


53 . 


, 63 


ATOM 


952 


0E2 


GLU 


164 


20 


. 576 


-1 


. 183 


10 


. 167 


1 . 


, 00 


50 . 


, 34 


ATOM 


953 


Q 


GLU 


164 


17 


. 575 ' 


- 0 


. 385 


14 


. 411 


1 . 


. 00 


20 , 


, 56 


ATOM 


954 


o 


GLU 


164 


16 


. 705 


- 1 


. 042 


14 


. 989 


1 , 


, 00 


18 . 


, 15 


ATOM 


955 




- ARG" " 


165 


17 


.816 ' 


. _ Q 


, 8 93 ' 


14 


. 68 9 


1 . 


. 00 


20 . 


.23 


ATOM 


956 


CA 


ARG 


165 


17 


. 123 




. 597 


15 


. 755 


1 . 


- 00 


16 , 


. 22 


ATOM 


957 


CB 


ARG 


165 


17 


. 782 


2 


. 948 


16 


. 028 


1 . 


. 00 


18 . 


.25 


ATOM 


958 


CG 


ARG 


165 


18 


. 675 


2 


. 981 


17 


. 264 


1 , 


, 00 


20 . 


. 28 


ATOM 


959 


CD 


ARG 


165 


19 


. 244 


4 


.370 


17 


. 508 


1 . 


, 00 


21 . 


. 80 


ATOM 


960 


NE 


ARG 


165 


20 


. 669 


4 


. 460 


17 


. 180 


1 , 


, 00 


31 . 


. 00 


ATOM 


961 


CZ 


ARG 


165 


21 


.221 


5 


.434 


16 


. 456 


1 , 


, 00 


32 . 


. 61 


ATOM 


962 


NHl 


ARG 


165 


2 0 


4 7 0 


5 


.416 


15 


.969 


X , 


00 


33 , 


. 22 


ATOM 


-7 O J 


NH2 


ARG 


X Q 


2 2 


.53 3 


5 


.437 


16 


.2 34 


1 ^ 


. 0 0 


3 1 < 


. 30 


ATOM 


D *4 


V— 


ARG 


1 R 


X ^ 


, \J ZJ ±. 


2^ 


.811 


15 


.433 


3^ _ 


0 0 


16 . 


. 58 


ATOM 


-7 D J 


0 


ARG 


165 


14 


. 793 




.6 06 


1 6 


,2 90 


1 . 


. 00 


2 0 . 


. 4 1 


ZVTHM 


7 D O 


NT 


MPT 


JL D O 


X 3 


R1 

• J ^ X 


2 


. 186 


14 


. 192 


2^ _ 


. 00 


13 . 


. 52 


a TOM 


17 O / 




MPT 


X o o 


X J 


. 7 o o 


2 


.44 0 


13 


. 795 




. 00 


10 . 


. 96 


ATOM 


17 O O 




MET 


X w Q 


13 


, 900 


3 


. 213 


12 


. 477 




► 00 


16 . 


. 45 


ATOM 


O «7 


CG 


MET 


166 


12 


.457 


3 


. 53 0 


12 


. 024 




, 00 


19 . 


. 78 


ATOM 


97 0 


SD 


MET 


166 


12 


32 5 


4 


.695 


10 


. 654 


1 . 


, 00 


7 


. 28 


ATOM 


971 


CE 


MET 


166 


14 


. 02 7 


5 


.413 


10 


.686 


1 ^ 


. 00 


2 . 


. 00 


ATOM 


-7 / ^ 


Q 


MET 


166 


1 3 


. 107 


1 


. 193 


13 


.701 


1 _ 


. 00 


13 . 


. 90 


ATOM 




o 


MET 


166 




. 895 




. 251 


13 


. 938 




, 00 


10 


► 78 


ATOM 




N 


SER 


1 fi7 

X o / 


X o 


. 714 


0 


. 075 


13 


. 3 07 


1 , 


. 00 


12 . 


► 74 


ATOM 


975 




SER 


167 


12 


. 972 


- 1 


, 178 


13 


. 210 


1 , 


. 00 


11 . 


. 00 


ATOM 


976 


CB 


SER 


167 


13 


. 730 


_2 


.231 


12 


. 381 


1 ^ 


, 00 


4 , 


. 79 


ATOM 


977 


OG 


SER 


167 


15 


. 127 


-2 


. 242 


12 


. 637 


1 , 


. 00 


4 , 


. 90 


ATOM 


978 




SER 


167 


12 


. 637 


- 1 


. 700 


14 


. 600 


1 ^ 


, 00 


8 . 


. 72 


ATOM 


979 


0 


SER 


167 


11 


.505 


_ 2 


. 142 


14 


. 837 


1 . 


. 00 


9 . 


. 37 


ATOM 


9 8 0 


N 


TYR 


16 8 


13 


.595 


- 1 


.577 


15 


.526 


1 , 


. 00 


10 - 


. 15 


ATOM 


981 


CA 


TYR 


168 


13 


. 424 


_ 2 


.019 


16 


. 918 


1 , 


. 00 


11 - 


. 89 


ATOM 


982 


CB 


TYR 


168 


14 


. 710 




. 851 


17 


. 723 


1 , 


. 00 


13 , 


. 12 


ATOM 


-7 o o 




TYR 


168 


14 


. 653 


-2 


. 568 


19 


. 047 


1 , 


. 00 


23 , 


. 94 


ATOM 


984 


CDl 


TYR 


168 


14 


. 059 


-3 


. 823 


19 


. 150 


1 , 


, 00 


27 , 


. 00 


ATOM 


7 O 3 


CEl 


TYR 


168 


13 


. 986 


- 4 


.485 


20 


- 3 57 


1 


. 00 


2 6 


. 88 


ATOM 


986 




TYR 


168 


15 


. 177 


- 2 


.00 0 


2 0 


. 2 02 




. 00 


2 7 


. 43 


ATOM 






TVT? 

X X X\. 


X o o 


X z> 


.10 5 


_ 2 


.665 


^ X 


4 1 Q 

. TE X -7 


1 


. 00 


2 6 




ATOM 


17 O O 




TYR 


16 8 


14 


R n R 
. -J vj 


_ 3 


.905 


2 1 


. 4 83 




. 00 


25 


. 71 


AlvJlYl 


Q Q Q 

y o y 


Url 


1 X K 


X o o 


X fi 


. ^ ±\J 


_ A 


R n 
. 3 o u 




. O / O 


J. . 


. u u 




. / o 


ATOM 


990 


c 


TYR 


168 


12 


.309 


-1 


.281 


17 


.638 


1 , 


, 00 


10 . 


.11 


ATOM 


991 


o 


TYR 


168 


11 


.514 


-1 


.894 


18 


.352 


1, 


.00 


15, 


.94 


ATOM 


992 


N 


LEU 


169 


12 


.280 


0 


.039 


17 


.479 


1. 


.00 


9 


.20 


ATOM 


993 


CA 


LEU 


169 


11 


.250 


0 


.870 


18 


.083 


1, 


.00 


6 


.55 


ATOM 


994 


CB 


LEU 


169 


11 


.512 


2 


.365 


17 


.796 


1 


.00 


5 


.56 


ATOM 


995 


CG 


LEU 


169 


12 


.697 


3 


.034 


18 


.506 


1 


. 00 


2 


. 00 


ATOM 


996 


CDl 


LEU 


169 


12 


. 942 


4 


.395 


17 


. 946 


1 . 


. 00 


2 


. 00 


ATOM 


997 


CD2 


LEU 


169 


12 


.431 


3 


.110 


20 


. 009 


1 


.00 


2 


. 00 


ATOM 


998 


C 


LEU 


169 


9 


.896 


0 


.464 


17 


.526 


1 


.00 


8 


.60 


ATOM 


999 


O 


LEU 


169 


8 


. 966 


0 


, 175 


18 


.289 


1 


. 00 


11 


.07 


ATOM 


1000 


N 


LEU 


170 


9 


.803 


0 


.410 


16 


. 193 


1 


.00 


14 


.62 


ATOM 


1001 


CA 


LEU 


170 


8 


.563 


0 


.035 


15 


.516 


1 


.00 


13 


.43 



17/150 



;50 0Q2 



FIG. IR 



ATOM 


1002 




LEU 


170 


8 . 


679 


0 


. 192 


13 . 


, 992 


1 , 


00 


16 . 


49 


ATOM 


1 007 




LEU 


170 


8 . 


346 


1 


. 526 


13 . 


, 310 


1 . 


00 


8 . 


13 


ATOM 


X U U *4 


oni 


LEU 


17 0 


6 . 


970 


2 


.026 


13 , 


. 733 


1 . 


00 


7 . 


52 


ATOM 




CD2 


LEU 


17 0 


9 , 


3 95 


2 


. 545 


13 . 


. 642 


1 . 


00 


12 . 


95 


A TDM 


1006 




LEU 


17 0 


8 . 


155 


- 1 


. 3 93 


15 . 


. 868 


1 . 


00 


14 . 


08 


ATHM 






T.PTT 

XjCtKJ 


17 0 


6 . 


963 


- 1 


. 695 


15 . 


. 974 


1 . 


00 


16 . 


12 


ATOM 


1008 


N 


TYR 


171 


9 . 


139 


-2 


.260 


16 . 


. 098 


1 . 


00 


14 , 


62 


ATOM 


1 OOQ 




TYR 


171 


8 . 


860 


-3 


. 642 


16 . 


. 471 


1 . 


00 


15 . 


32 


ATOM 


1010 


CB 


TYR 


171 


10 . 


156 


-4 


.453 


16 . 


.498 


1 . 


00 


20 . 


86 


ATOM 


J. VJ X X 




TYR 


171 


10 . 


03 9 


- 5 


. 803 


17 . 


. 174 


1 . 


00 


30 . 


51 


ATOM 


1012 


GDI 


TYR 


171 


9 , 


24 8 


- 6 


. 821 


16 . 


. 634 


1 . 


00 


29 . 


52 


ATOM 


1013 


CEl 


TYR 


171 


9 , 


120 


- 8 


. 046 


17 . 


, 282 


1 , 


00 


35 , 


08 


ATOM 


1014 

X \J X *x 


CD2 


TYR 


171 


10 . 


.701 


- 6 


. 054 


18 . 


.3 75 


1 . 


00 


29 . 


23 


ATOM 


X U X IJ 


0^9 


TYR 


171 


10 . 


.576 


_ 7 


. 272 


19 , 


. 022 


1 , 


00 


3 1 . 


42 


ATOM 


1 01 




TYR 


171 


9 , 


786 


-5 


. 262 


18 . 


. 477 


1 . 


00 


34 . 


, 50 


ATOM 


1017 

X U X / 


OH 


TYR 


171 


9 , 


665 


-9 


.464 


19 . 


. 133 


1 . 


00 


35 . 


, 71 


ATOM 


1018 


Q 


TYR 


171 


8 , 


174 


-3 


. 685 


17 , 


. 842 


1 . 


00 


16 . 


. 71 


ATOM 


1019 


Q 


TYR 


171 


7 ^ 


111 


-4 


. 302 


17 . 


. 999 


1 , 


00 


22 . 


. 65 


ATOM 


X u ^ u 


•NT 
iM 


OT .TJ 
VjtXjXM 


1 79 
X f z 


o 

o • 


759 


_ 2 


Q 97 

• -7 J7 J 


18 


.820 




00 


12 , 


, 16 


ATOM 


X V ^ X 


OA 


OT .M 


1 79 
X / z 


Q 

o • 


2 0 7 


_ 2 


. 953 


20 


. 174 


1 , 


00 


8 . 


. 3 6 


ATOM 


1 O 9 9 
X u ^ ^ 


OR 


OT .M 


1 79 


Q 
-? • 


174 


- 2 


245 


2 1 


. 100 


1 , 


00 


7 ^ 


. 90 


ATOM 


X J 




OT.M 


1 79 
X / z 


1 o 

X \J < 


R7 7 


_2 


.8 85 


21 


. 101 


1 , 


00 


9 . 


. 40 


ATOM 


1 OOA 


^x^ 


wXJlN 


1 79 
X / ^ 


X X • 


522 


_2 


. 124 


21 


. 942 


1 , 


00 


16 . 


. 58 


ATOM 


1 O^ ^ 


OP1 


OT.M 


1 79 
X / ^ 


1 1 

X X . 


^ 07 


-2 


. 214 


23 


.169 


1 ^ 


00 


25 . 


. 77 


ATOM 


1 oo 
X u z o 


XNCjZ 


OT.M 


1 79 
X / z 


1 9 

X z < 


7 n9 

> o o ^ 


_ T 
X 


• O O 4b 


21 


. 292 




00 


14 . 


, 95 


a TOM 


1 n 9 7 
X u z / 


r* 

v_ 


OT ."NT 


1 79 
X / z 


£r 


1 O O D 


_2 


70R 
. o u s 


20 


. 237 


1 , 


00 


6 . 


, 06 


ATOM 


1 n 9 fl 
X u z o 


\j 


OT .M 


1 79 




QQO 

1 J? -7 VJ 


_2 


.708 


21 


. 029 




00 


10 . 


, 45 


ATOM 


1 n 9 Q 

X U 4^ 7 


XM 


MET 


173 


6 . 


.607 


_ 1 


.320 


19 


.3 78 


1 . 


00 


3 . 


. 68 


ATOM 


X u o u 


OA 


MTJ'T 
VlJlt X 


1 7*^ 

X / J 




3 3 3 


- 0 


635 


19 


. 332 


1 , 


00 


2 


. 3 7 


ATOM 


1 0"^ 1 

X VJ J X 


OR 


MET 


1 77 
X / o 


5 


.400 


0 


. 52 0 


18 


.335 


1 . 


00 


10 , 


. 3 8 


ATOM 


1 O*^ 9 
X W J z 




MET 


173 


5 . 


. 93 9 


1 


. 827 


18 


. 917 


1 , 


00 


14 , 


. 77 


ATOM 


X w J O 




MT?T 

fid X 


1 77 
X / o 


3 • 




•5 
O 


. 168 


17 


. 706 


1 , 


00 


15 , 


. 09 


ATOM 


1 0*^4 
X wo ^ 




MET 


173 


7 , 


. 699 


3 


. 414 


17 


. 615 


1 , 


00 


2 , 


. 00 


ATOM 


1 o*^ ^ 
X wo o 




MPT 


1 77 
X / o 


4 


246 


_ 1 


.615 


18 


. 940 


1 . 


00 


4 


. 64 


ATOM 


X u o o 




MET 


1 77 
X / o 


3 


.12 9 


_ 1 


. 572 


19 


. 4 62 


1 , 


00 


2 


. 00 


ATOM 


1 0^5 '7 
X u o / 


Xn 


T.PTT 


1 74 
X / "a 


4 


07 

. Q VJ O 


_ 2 


.534 


18 


.04 6 


1 . 


00 


9 


. 4 1 


ATOM 


1 0 P 
X u o o 


OA 


T.PTT 
Xj III U 


1 74 


o . 


.6 72 


- 3 


.558 


17 


. 564 


1 , 


00 


7 


. 13 


ATOM 


103 9 


CB 


LEU 


174 


4 


. 151 


- 4 


.13 8 


16 


.220 


1 . 


00 


10 


. 84 


ATOM 


104 0 


CG 


LEU 


174 


4 


. 13 9 


_ 3 


. 195 


14 


.996 


1 . 


00 


2 


. 68 


ATOM 


1 04 1 
X U 'x X 


PDI 


LEU 


174 


5 


. 143 


-3 


. 637 


13 


. 942 


1 . 


00 


5 


. 45 


ATOM 


1 04 9 


pn9 


LEU 


174 


2 


. 752 


_ 3 


. 118 


14 


. 3 96 


1 . 


00 


2 


. 00 


ATOM 




r* 


T.PTT 


1 74 
X / 


o < 


490 

r *a; ^ 


-4 


. 647 


18 


, 619 


1 ^ 


00 


3 


. 27 


ATOM 




o 


T.PTT 


1 74 
X / *± 


o 

^ < 


979 




064 


18 


. 825 




00 


2 


. 00 


ATOM 


X U ft 3 


IN 


OVQ 


1 7 
X / 3 


*± . 


4 7<^ 




O Qfi 

. W J7 O 


19 


2 99 


1 . 


00 


8 


. 94 


ATOM 


X u *± o 


OA 




1 7 R 

X / 3 


4 


3 25 


- 6 


0 99 


2 0 


. 3 63 


1 . 


00 


5 


. 39 


ATOM 


X U *4 / 


OR 


OVQ 


1 7 

X / o 


c 


> O 3 o 




.3 86 


2 1 


.040 


1 , 


00 


2 


. 00 


ATOM 
Ax L/JtI 


n n A fl 


GO 


OVG 




o < 


R A 
• o o o 




1 fi 0 
. X o u 


9 o 


o^^9 


1 . 


00 


9 


. 71 


ATOM 


1049 


C 


GYS 


175 


3 


.385 


-5 


.518 


21 


.420 


1 . 


00 


8 


.35 


ATOM 


1050 


O 


GYS 


175 


2 


.448 


-6 


.184 


21 


.872 


1. 


00 


9 


.82 


ATOM 


1051 


N 


GLY 


176 


3 


.630 


-4 


.253 


21 


.781 


1. 


00 


5 


.95 


ATOM 


1052 


CA 


GLY 


176 


2 


.813 


-3 


.570 


22 


.763 


1. 


00 


2 


.00 


ATOM 


1053 


C 


GLY 


176 


1 


.347 


-3 


.517 


22 


.374 


1 . 


,00 


5 


.44 


ATOM 


1054 


O 


GLY 


176 


0 


.489 


-3 


,843 


23 


.193 


1 . 


.00 


4 


. 70 


ATOM 


1055 


N 


ILE 


177 


1 


.059 


-3 


.154 


21 


.119 


1 . 


, 00 


8 


.52 


ATOM 


1056 


CA 


ILE 


177 


-0 


.321 


-3 


.054 


20 


.616 


1 . 


, 00 


9 


.46 


ATOM 


1057 


CB 


ILE 


177 


-0 


.377 


-2 


.276 


19 


.274 


1, 


.00 


10 


.93 


ATOM 


1058 


CG2 


ILE 


177 


-1 


.791 


-1 


.785 


18 


.997 


1, 


.00 


13 


.45 


ATOM 


1059 


CGI 


ILE 


177 


0 


.484 


-1 


.030 


19 


.350 


1. 


.00 


6 


.12 


ATOM 


1060 


GDI 


ILE 


177 


0 


.672 


-0 


.392 


18 


.023 


1. 


.00 


12 


.58 



18/150 



I 



FIG. IS 



ATOM 


X w O X 


n 


ILE 


177 


-0 


. 984 


-4 


. 425 


20 . 


422 


1 . 


00 


9 


48 


a TOM 


X.\JV4i 


o 

\j 


ILE 


177 


-2 


. 202 


-4 


. 583 


20 . 


610 


1 . 


00 


2 


00 




X VJ D J 


N 


LYS 


17 8 


- 0 


.193 


- 5 


. 424 


20 . 


054 


1 . 


00 


8 


. 60 




X U D *± 


oa 


Xj X o 


1 7ft 
X f o 


- 0 


. 74 8 


- 6 


. 7 57 


19 . 


877 


1 , 


00 


13 


96 


ATOM 


X w D 




Xj X O 


178 


0 


.275 


- 7 


. 712 


19 , 


247 


1 . 


00 


11 


. 31 


ATOM 


J. u o o 




T.YQ 
Xj X o 


X / o 


- n 
\j 


. 280 


-9 


. 093 


19 


037 


1 . 


00 


8 


, 75 


ATOM 


J. o / 




T.YQ 
Xj X O 


X / o 


0 


. 682 


-9 


. 999 


18 , 


302 


1 . 


00 


13 


.40 


2iTOM 
r\, X wl*l 


X u o o 


PI? 


T.VQ 
Xj X O 


X / o 


Q 


. 162 


-11 


, 436 


18 


309 


1 , 


00 


5 


. 81 


ATOM 


J. u o 


IM ^ 


T.VQ 
Xj X o 


1 7ft 
X / o 


_ 2, 


. 304 


- 11 


. 536 


18 


017 


1 , 


00 


8 


. 76 


A TOM 


1 n '7 n 

X u / u 


O 


LYS 


178 


_ 1 


. 197 


_ 7 


.236 


21 


261 


1 , 


00 


12 


. 95 


ATOM 


X U / -L 




T.VQ 
Xj X o 


1 7R 
X / o 


« o 


297 


_ 7 


. 773 


21 


4 06 


X . 


00 


11 


. 31 


A TOM 


X U / ^ 


IN 


RT Q 
n X o 


1 7 Q 

X / J7 




ft 9 


- 6 


.9 59 


22 


2 82 


1 . 


00 


14 


. 07 


A TOM 


XKJ / J 


oa 


RT Q 
n X o 


1 7 Q 

X / 17 


- n 


. 72 0 


_ 7 


. 3 3 7 


23 


654 


X . 


00 


17 


. 66 


A TOM 


X U / 




RT Q 
n X o 


1 7 Q 

X / 17 


n 
\j 


.411 


- 6 


. 956 


24 


608 


X , 


00 


22 


. 96 


TiTOM 


X / D 


oo 


RTQ 

nxo 


1 7 Q 

X / 7 


n 


9 R9 


_ 7 


m ij £t X. 




989 


X , 


00 


25 


. 68 


A TOM 


X u / o 


on*? 


RTQ 

nxo 


1 7Q 

X / 7 


- n 


R97 


7 


. 144 


27 


031 


X , 


00 


21 


. 69 


ATOM 


X u / / 


INUX 


RTQ 


1 7Q 


n 

u 


Q7t5 

• 7/3 




, 606 


26 


430 


1 , 


00 


27 


. 24 


ATOM 


1 mft 

X f o 


^uX 


RT Q 
XI X o 


179 


0 


. 653 


- 8 


, 874 


27 


681 


X 


00 


25 


. 21 


RTOM 


1 n "7 Q 

X U / J7 




RT Q 

nxo 


1 7Q 

X / J7 


- n 


9 '^R 
. ^ ^ o 


- ft 
o 


. 0 02 


2 8 


067 


X 


00 


25 


. 8 0 


ATOM 


1 n p n 
X u o u 




RT Q 
nxo 


1 7 Q 

X / _7 




. 010 


- 6 


. 641 


24 


098 


X 


00 


18 


. 55 


A TOM 


X U O X 


O 
\J 


RTQ 

nxo 


1 7 Q 

X / J7 


_ 9 


ft Q1 

. O 17 X 


_ 7 


9 S7 


24 


7 07 


X 


00 


2 0 


. 15 


A TOM 


1 n R 9 
X u o z 


IN 




1 ft n 

X O u 


_ 9 


. X J u 




.360 


23 


766 


X 


00 


19 


. 43 


A TOM 


X U O J 


oa 




X O \J 


_ T 
o 


.3 02 


- 4 


.570 


24 


. 125 


X 


00 


18 


. 86 


A TOM 


XUOrfc 




T.TTTT 


X O 


- "X 


• D X 


_ o 


099 


23 


. 792 


X 


00 


18 


. 87 


ATOM 


X.\JOO 




XjCj U 


1 ftn 

X O w 


_ Q 


• X O .3 


-2 


. 022 


24 


. 885 


X 


00 


17 


. 95 


ATOM 


XUOO 


om 


T.'PTT 


1 fin 

X O w 


_ 9 


9ft ft 
• ^ o o 


_ 9 


• .3 o o 


26 


, 063 


X 


00 


16 


. 08 


ATOM 


T rim 

XUO / 


or»o 


XiCtU 


inn 
X o u 




7*5 Q 




. 672 


24 


. 323 


X 


00 


19 


. 02 


A TOM 


XUOO 




T.TTTT 


1 ft n 

X o u 


- 4 


. 543 


- 5 


. 075 


23 


.4 00 


X 


00 


17 


, 60 


A TOM 


1 n fi Q 

X U O 17 


o 


T TTTT 


1 ft n 

X o u 


- 


ft 

• O .3 O 




. 078 


9*^ 


. 7 0 Q 


X 


00 


16 


. 24 


I\ X \JVl 


T n Q n 

X U 27 u 


IN 


RTQ 

nxo 


1 ft 1 
X O X 




"5 7 0 


-> 


4 Qft 

. *± 27 O 


99 


14 8 


X 


00 


18 


. 47 


ATOM 


X U 17 X 


oa 


RTQ 

nxo 


1 ft! 
X O X 


ij 




- 

o 


016 


21 


.346 


X 


00 


18 


. 34 


ATOM 


T n Q o 




RT Q 

nx o 


1 ft 1 

X O X 




fmft 


- 

o 


9nQ 


1 Q 
X 7 


ft ftft 
• 0 0 0 


X 




22 


. 03 


ATOM 


X U 7 J 


oo 


RTQ 
rlXO 


± O X 




• U X u 


— 




X 7 


. U 7** 


X 


00 


24 


. 29 


ATOM 


T n Q A 




RTQ 

nxo 


1 ft 1 
X O X 




ft^^ 
• o o o 




ft 

. O 7 O 


X 7 


. .3 u 


X 


00 


22 


. 97 


ATOM 


1 n Q R 

X U J7 3 


Kim 


RTQ 

nxo 


1 ftl 

X O X 




Q79 


- 4 


. U O 7 


18 


238 


X 


00 


23 


. 58 


ATOM 


X U 17 D 


VwCi X 


RTQ 

nxo 


1 ft 1 

X O X 


-4 


. X Z7 




. 462 


17 


.681 


X 


00 


20 


. 84 


ATOM 


T n Q 7 

X Vj J7 / 


"NTT? 9 


RTQ 
nxo 


1 ft 1 

X O X 


- R 


R 


_ 2 


.98 9 


18 


. 145 


X 


. 00 


21 


. 33 


A TOM 


1 n Q f? 

X U 17 O 


p 


RTQ 

nxo 


1 ft 1 

X O X 


- c; 


04. 7 




ft 

. J J O 


9 1 

4& X 


. 9 14 


X 


. 00 


14 


. 91 


I\ X \JVl 


T n Q Q 

X U 17 J7 


o 


RTQ 

nxo 


1 ft 1 
X O X 


_ T 


1 4. 9 
. Xrz ^ 


/ 


9 Q 


9 1 

^ X 


Q 1 1 
. 7 X X 


X 


00 


16 


. 18 


ATOM 


lion 
X X u u 




QTTP 


1 ft9 
X o ^ 


- 4 


• Z7 7 .7 


- 8 


. 127 


22 


. 4 13 


X 


, 00 


16 


. 17 


ATOM 
AxKJn 


xxux 


oa 


QT7P 
OCiI\. 


X o ^ 




9 Q1 
. ^ 9 X 




d. 9 




mi 

. U X X 


1 

X 


00 


X W 


. 47 


A TOM 

j\x \jn 


xxuz 


OR 


QTTT? 
OCtK. 


1 fto 
X o ^ 


_ O 


QQ1 
• 7 7 X 


-in 

X u 


1 "^7 
. X 3 / 


9"^ 


• 0 3X 


X 


00 


12 


. 75 


ATOM 


X X u ^ 


oo 


OCjK. 


X o ^ 


_ O 


1 d ft 
. Xlx O 


-in 

X w 


971 

. ^ / X 


99 


91 

. ^ X 3 


X 


00 


23 


. 12 


ATOM 


X X u ^ 


p 


QP'T? 


1 ft 
X O ^ 




n 

. U J7*± 


- Q 


9 n n 


94 


9 ft ft 


X 


. 0 0 


18 


. 77 


ATOM 


X X U D 


o 
w 


OILK. 


1 ft 9 
X o ^ 


D 


. 7 J 


-in 

X u 


. 024 


24 


.661 


X 


. 0 0 


24 


. 36 


ATOM 


X X u o 


"NT 
IN 


AT. a 


1 ft 7 
X o 


- 


ft 9 ft 

. o ^ o 


- ft 
o 


. 070 


24 


. 945 


X 


. 00 


17 


. 65 


A T'OM 
J\X Ul*l 


± 1 u / 


A 


ATA 


T ft "5 
X O J 


- o 


n ^ 

. 3 U D 


- / 


7 n c: 


9 


1 R 9 
. X 0 ^ 


1 
X 


n n 


1 

X J 


9 Q 
. ^ 7 


ATOM 


1108 


CB 


ALA 


183 


-5 


. 699 


-6 


.670 


26 


.919 


1 


. 00 


13 


. 15 


ATOM 


1109 


C 


ALA 


183 


-7 


.911 


-7 


.183 


25 


.911 


1 


.00 


16 


.33 


ATOM 


1110 


o 


ALA 


183 


-8 


.731 


-7 


.066 


26 


.826 


1 


.00 


22 


.38 


ATOM 


1111 


N 


GLY 


184 


-8 


.189 


-6 


.883 


24 


.646 


1 


.00 


16 


.47 


ATOM 


1112 


CA 


GLY 


184 


-9 


.490 


-6 


.371 


24 


.257 


1 


.00 


12 


.73 


ATOM 


1113 


C 


GLY 


184 


-9 


.461 


-4 


.861 


24 


.168 


1 


. 00 


13 


. 71 


ATOM 


1114 


0 


GLY 


184 


-10 


. 503 


-4 


.223 


24 


.060 


1 


.00 


14 


. 57 


ATOM 


1115 


N 


ILE 


185 


-8 


.256 


-4 


.299 


24 


.189 


1 


. 00 


14 


.45 


ATOM 


1116 


CA 


ILE 


185 


-8 


.047 


-2 


.856 


24 


.141 


1 


. 00 


17 


.69 


ATOM 


1117 


CB 


ILE 


185 


-7 


.032 


-2 


.418 


25 


.266 


1 


. 00 


14 


.32 


ATOM 


1118 


CG2 


ILE 


185 


-6 


.662 


-0 


. 948 


25 


.131 


1 


.00 


9 


.43 


ATOM 


1119 


CGI 


ILE 


185 


-7 


.635 


-2 


.683 


26 


.650 


1 


.00 


12 


.09 



19/150 



FIG. IT 



ATOM 




om 


X JLlJZ* 


1 R R 

X o ^ 


- 6 . 


617 


-2 


. 904 


27 . 


. 750 


1 . 


00 


2 . 


00 


a TOM 


1 1 ^1 


p 

V— 


X XjCj 


X o ^ 


_ 7 , 


555 


-2 


.353 


22 . 


. 780 


1 . 


00 


21 . 


86 




± X^ 


o 


X i J Ci 


1 p R 


- 6 . 


4 58 


-2 


. 706 


22 . 


.336 


1 . 


00 


23 . 


69 


TV TOM 


a. X ^ J 


M 


XXjCj 


18 6 


- 8 . 


4 01 


- 1 


.588 


22 . 


.089 


1 . 


00 


23 . 


04 


ATOM 


1 1 9/1 
J. X ^ *x 


OA 


ILE 


186 


- 8 , 


006 


- 0 


. 998 


20 < 


. 810 


1 . 


00 


22 . 


05 


ATOM 






TT.P 

X XjCi 


X o o 


_ 9 , 


023 


- 1 


.248 


19 , 


. 666 


1 . 


00 


22 . 


99 


ATOM 




on 9 


TT.P 


186 


-8 . 


419 


-0 


.786 


18 . 


. 345 


1 . 


00 


19 . 


01 


ATOM 


X X^ / 


om 

V>VJX 


TT.P 

X 1 iFt 


186 


- 9 . 


340 


-2 


. 743 


19 . 


, 553 


1 . 


00 


20 . 


59 


ATOM 


1 1 9n 

X x^ o 


om 


X 1 iCi 


X O Q 


-10 . 


411 


-3 


. 065 


18 . 


. 541 


1 . 


00 


15 . 


. 12 


ATOM 


1 1 9 Q 

X X ^ .7 


n 


ILE 


18 6 


- 7 , 


832 


0 


. 503 


21 . 


. 068 


1 . 


00 


18 . 


01 


ATOM 


1 1 n 
X X ^ u 


o 


X 1 JfTj 


1 p 

X O D 


- R 


794 


2^ 


.248 


21 , 


.280 




00 


19 . 


97 


A TOM 


1 1 "5 1 

X X O X 


IN 


nx o 


1 P 7 
X o / 




572 


0 


.906 


21 . 


. 059 


X . 


00 


11 . 


89 


ATOM 


1 1 "5 9 
X X ^ ^ 


OA - 
'win. 


n X o 


1-P "7 
X o / 


- 6 . 


14 3 


- 2 


.2 66 


21 . 


. 3 31 


1 . 


00 


9 . 


, 65" 


ATOM 


1 1 

X X ^ J 


on 


jn X o 


1 ft'? 

X o / 


-4 


662 


2 


. 3 52 


21 . 


. Oil 


1 , 


00 


7 . 


, 34 


A TOM 


1 1 4 

X X J 


on 


nxo 


X o / 


_ -a 


• 17 U ^ 




. 274 


21 . 


. 898 


1 , 


00 


10 , 


, 36 


A TOM 


X X J 3 


01^9 


n X o 


X o / 


-4 . 


> w 9'x 


4 


. 595 


22 


. 156 




00 


11 . 


. 24 


ATOM 


X x^ o 


IN X^X 


T4TC 

nxo 


X O f 


_ o 


778 


2 


. 877 


22 


. 586 


1 , 


00 


13 . 


. 01 


ATOM 


X X J / 


X 


nxo 


X o / 


- 2 . 


263 


3 


. 912 


23 


. 218 


1 . 


00 


12 , 


. 92 


a TOM 


1 1 "3 P 
X X J O 


"NT 17 9 
In 


nxo 


IP'? 
X o / 




ni ^ 

> VJ X «J 


4 


. 9 64 


22 


. 975 


1 ^ 


00 


4 , 


, 76 


ATOM 


1 1 'I Q 

X X O J7 


o 


nxo 


IP'? 
X o / 


P A 


908 


3 


4 28 


20 


.6 91 


X , 


00 


11 . 


. 3 0 


A TOM 


1 1 /I n 
X X fi U 


o 


nxo 


IP'? 
X o / 


_ 7 


• / J X 


4 


. 0 64 


21 


.348 


X . 


00 


13 . 


. 83 


ATOM 


X Xrt X 


IN 


APO 


1 pp 
X o o 




n 

> o u o 


-3 
•J 


.7 08 


19 


.423 


X . 


00 


14 , 


. 27 


ATOM 


X Xl ^ 


OA 


APO 


1 PR 
X o o 


_ 7 ^ 


211 


4 


. 7 92 


18 


. 648 


X . 


00 


13 . 


. 77 


A TOM 


X Xft O 


on 


APn 
aivvj 


X o o 


- R 


79 A 


4 


R S4 


18 


, 845 


1 . 


00 


13 . 


. 60 


ATOM 


1 1 /LA 


oo 


APO 


1 RP 
X o o 




il 7 


•a 


7 R'^ 


1 R 

X o 


1 70 


X , 


00 


10 . 


. 20 


ATOM 


1 1 4. R 
X Xfl D 


on 


APO 


xo o 


-in 

X U 1 


4Q'^ 


.3 


. 222 


19 


, 085 


X . 


00 


17 . 


. 16 


ATOM 


X X'* O 




APO 


1 p p 
X o o 


- 1 1 

X X < 


> Q O ^ 


4 


. 112 


19 


. 212 


X . 


00 


16 . 


. 20 


ATOM 


11/17 
X X r± / 


07 


APO 


1 p p 
X o o 


- 12 


.50 8 


4 


.04 0 


20 


.206 


X . 


00 


22 


. 11 


ATOM 


1 1 4 O 
X X rx O 


MT41 
IMXTX 


APO 


188 


- 12 , 


.34 9 


3 


. 127 


21 


. 157 


1 . 


00 


22 


. 61 


ATOM 
r\ 1 win 


1 1 4 Q 
X Xf± J7 


MM 9 


APO 


1 pp 
X o o 


X J . 




4 


.829 


2 0 


.218 


X . 


00 


21 , 


. 57 


ATOM 


1 1 n 

X XD VJ 


o 


APO 


1 pp 
X o o 




, 623 


g 


. 181 


18 


.889 


X . 


00 


17 , 


. 28 


ATOM 


X XO X 


o 


APO 


1 pp 
X o o 


- 7 


. 229 


7 


. 173 


18 


. 501 


X ^ 


00 


21 . 


. 13 


A TOM 


1 1 c^9 
X XD^ 


IN 


A Q"D 
Aoir 


1 PQ 
X O 7 




AAA 


/r 
o 




X 7 


• 3 V/^ 


X . 


00 


15 


. 55 


A TOM 


1 1 "5 
X XD J 


OA 

^A 


A QD 

AO XT 


1 PQ 
X O 7 




R4 


n 


• 3 P J 


1 Q 

X J7 


. 762 


X . 


00 


15 


. 15 


A TOM 


1 1 

X X O ft 


OR 


A 

AO ir 


1 P Q 

X O Z7 




t P V/ X 


Q 
O 


. 256 


20 


. 894 


X . 


00 


17 , 


. 43 


A TOM 


1 1 

X X 3 ID 


oo 


A QP 

/\0 ±r 


1 P Q 

X O 17 




4 Q Q 

■ *± j7 




.768 


20 


.831 


X . 


00 


29 


. 44 


ATOM 


1 1 R 
X X D O 


om 


A QP 

/\0 IT 


1 P Q 

X O 17 




. 155 


10 


.316 


19 


. 759 


X . 


00 


3 6 


. 43 


ATOM 


1 1 T 
X X D / 


01^9 


A QO 
AO f 


IRQ 
X o ^ 




77 P 


1 n 

X V/ 


4 1 


21 


. 861 


X . 


0 0 


3 9 


. 38 


TOM 


1 1 c: Q 
X X D O 


o 


A Q P 


IRQ 

X O J7 




• O Q X 


n 
1 


4 74 


9 n 


0P7 


X . 


0 0 


15 


. 2 0 


ATOM 


1 1 C Q 
X X^ J7 


o 


A QP 
Aoxr 


IRQ 
X O 7 




pp 9 
. O O ^ 


p 
o 


npi 

• U O X 


9 1 

^ X 


. J *s 


X . 


00 


16 


. 94 


ATOM 


lien 
X Xo U 




IjCiU 


ion 
X 7 u 




. O J ^ 


c. 

D 


74 7 


1 Q 

X 7 




X • 




X V 


IR 


ATOM 


1 1 <J 1 


OA 
L,A 


T PIT 


1 Qn 

X 7 U 


X . 


9 n t^ 


C 
O 




1 Q 

X 7 


447 


X , 


00 


14 


. 72 


ATOM 


1 1 C 9 


on 


T PTT 


ion 

X 7 u 






c 


97P 


1 R 
X o 


741 

. /IX 


X . 


00 


17 


. 54 




1 Xo J 




T TTT 


1 Q n 
X y u 




9 ^ 
. Z D D 


A 
*± 


1 R 
. X 3 O 


1 Q 
X 7 


f^AA 
. D ^ *x 


X • 


n o 


1 9 

X ^ 


74 


A T'/^M 
Al UI^l 


X X D 4 


orM 
L^UX 


T T?T 7 
IjCjU 


1 Q n 
X y u 




n 9 7 


O 


Q'^ R 
. i7 ^ O 


1 p 
X o 


P 9 R 


X . 




12 


. 2 6 


A "yOM 

A J, Ulrl 


X X b D 




LiCiU 


ion 
X y u 


X 


n n 1 

. U U J 


A 
*± 


n 9 
. o u ^ 


9 n 


n 

. O O 


X , 


0 0 


13 


72 


ATOM 


1166 


C 


LEU 


X y u 


- U 


o c n 
. J 3 U 


'-J 

/ 


•7 9 1 


1 Q 

Xo 


Q Q 


X . 


■ U KJ 


1 

X 3 


7 


ATOM 


1167 


O 


LEU 


190 


-0 


. 118 


1 


. 906 


17 


.805 


1 . 


, 00 


20 


.11 


ATOM 


1168 


N 


LYS 


191 


0 


.098 


8 


,527 


19 


.954 


1. 


00 


16 


.43 


ATOM 


1169 


CA 


LYS 


191 


0 


.956 


9 


.675 


19 


.663 


1, 


,00 


11 


.18 


ATOM 


1170 


CB 


LYS 


191 


0 


.259 


10 


.996 


20 


.051 


1, 


.00 


15 


.07 


ATOM 


1171 


CG 


LYS 


191 


-0 


.201 


11 


.126 


21 


.516 


1 . 


.00 


17 


.28 


ATOM 


1172 


CD 


LYS 


191 


-1 


. 088 


12 


.359 


21 


.765 


1 . 


, 00 


10 


.02 


ATOM 


1173 


CE 


LYS 


191 


-2 


. 531 


12 


.116 


21 


.321 


1 , 


, 00 


14 


.89 


ATOM 


1174 


NZ 


LYS 


191 


-3 


.522 


13 


. 129 


21 


.831 


1 . 


, 00 


18 


. 00 


ATOM 


1175 


C 


LYS 


191 


2 


.279 


9 


.481 


20 


.397 


1 , 


, 00 


10 


.22 


ATOM 


1176 


o 


LYS 


191 


2 


.312 


8 


.892 


21 


.471 


1. 


.00 


16 


.35 


ATOM 


1177 


N 


PRO 


192 


3 


.393 


9 


.931 


19 


.809 


1 . 


.00 


5 


.03 


ATOM 


1178 


CD 


PRO 


192 


3 


.460 


10 


.575 


18 


.493 


1. 


.00 


2 


.00 



20/150 



FIG. lU 





TITO 


^A 


crsXJ 


X y z 


A 

*± • 


74 1 

1 / *± X 


Q 

7 • 


O X o 


90 


• O O 7 


1 

X • 


00 


8 . 


49 


Alvjjyi 


J. ± o u 




ir rCV-^ 


X y 4& 


O • 


I O X z 


1 n 


3 X O 


1 Q 

X 7 ' 


149 
• J *± z 


1 

X • 


00 

VJ VJ 


9 , 


05 


TV >T"/^»* 


± ± O J. 






X y 4& 


fx . 


R p n 

> O O VJ 


1 n 

A. KJ . 


9 Q ^^ 


1 P 
X o 


n77 


1 

X . 


no 

VJ VJ 


5 , 


94 


A T'l^M 

A I DM 




V— 




X y z 


A 

*i . 


. ^ *± O 




4. <^ 7 


2 1 


. / / o 


]^ ^ 


00 


14 . 


51 




± X O J 


r\ 
\J 




1 Q o 

xy z 


D • 


Q ft n 

. 27 O u 


1 o 


^ 3 X 


9 9 


4 ^ 

. 1 O 3 


1 

X . 


00 


16 . 


54 






"NT 


QT?P 


X y J 


•3 

J • 


1 17 7 X 


X J. • 


9 Q4. 
^ 71 


22 


. 192 




00 


13 . 


30 




1 1 D C 


v^A 


oJCiK 


xy J 


A 


> U 3 X 


XX . 


Q P J. 


9*^ 


47T 


1 

X • 


00 

VJ \J 


14 . 


80 




Hob 






xy ^ 


O < 


ion 
. x^ u 


Xj • 


9 n7 


9*^ 


4fi1 
. rt O X 


1 

X . 


no 

VJ \J 


14 . 


49 




J. XO / 


VJVJ 




X y ^ 


X < 




X ^ . 


ft fi9 


9*^ 


• X VJ J 


1 

X . 


00 

VJ \J 


8 . 


59 




± 1 o o 




OTTO 


xy J 


•3 


> O / O 


X X . 


n R 

. VJ ^ o 


94 


1 n 

. O X u 


X . 


0 0 

VJ VJ 


17 . 


21 


ATOM 


1 1 Q Q 


\J 


0T?0 

oiiiK 


X y J 


A 




1 -I 

X X . 


9 7 Q 


9 c; 

^ 3 




X . 


n 0 

VJ \J 


2 1 . 


39 


A T'^IVA 
AiOM 


xxy u 


vr 
JN 


A GM 

AoJN 


X y fi 


o 


> y ^ o 


Q 

y . 


Q Q Q 
i7 7 


94 


9 RR 

. Z 3 O 


X . 


no 

\J VJ 


15 . 


65 


ATOM 


X xy X 


A 

UA 


A OKT 

AoN 


xy ^ 


z . 


A R "5 
. O ^ 


p 


Q P 1 

. y o X 


9 R 
^ 3 


1 Q9 

. X 27Z 


X . 


0 n 

VJ u 


7 ^ 


2 1 


ATOM 


XX92 


/^D 


A OTVT 


T QA 

xy ^ 


X . 


. Uft J 


Q 

o . 


. 3 y ^ 


94 


fl ^; CI 


X . 


n 0 

VJ u 


7 ^ 


91 


ATOM 






A ovr 
AoN 


1 QA 

xy 4 


u . 


, Ubri 


Q 

y . 


> b y J 


9 

Z3 


1 PQ 

. X 0 y 


1 

X . 


0 0 

VJ \J 


9 1 

Z X « 


77 


ATOM 


lly4 


UXJX 


A CKT 


1 QA 

xy4 


u . 


> ^ J X 


X u • 


R7 
> 3 3 / 


9C 


n9 1 

• V Z X 


1 

X • 


no 

U VJ 


9 Q 

Z 17 • 


< 3 X 


ATOM 




M"r»o 
£^JJ2 


A CXT 

AoM 


T QA 

xy 


— X . 


> X X O 


Q 

y . 


^ c;p 
. b30 


94 


• 3 0 X 


X • 


00 

VJ VJ 


1 P 
X 0 • 


0 3 


ATOM 


xxy© 


L. 


A OXT 


T QA 

xy4 


J < 


ITT 
► J / X 


/ . 


74 9 


9 

^ 3 


n Q1 
. v y X 


X . 


00 

VJ VJ 


£r 
0 . 


70 


ATOM 


1197 


O 


ASN 


194 


2 , 


O ^ A 

. yD4 


b . 


. bbx 


9 R 

^ b 


. ft / b 


X . 


0 0 


p 


4 0 

ft VJ 


TV rn/^KiT 

ATOM 


1198 


N 


ILE 


19 5 


4 . 


. bo U 


"T 

/ . 


Q n p 
. y u o 


94 


^f^A 
.30^ 


X . 


n 0 

U VJ 


0 

z . 


n 0 

VJ VJ 


ATOM 


1199 


CA 


ILE 


ly D 


b , 


cr n ^7 

. b U / 


c 

D . 


•7 Q P 

. / y o 


94 


1 Q7 


X . 


n n 
u u 


0 

z « 


7*3 


ATOM 


1200 


CB 


ILE 


ly b 


b . 


. b2b 


b . 


"3 C C 

. J bb 




Q Q Q 

. 0 y y 


X . 


n 0 


c 

3 . 


P 


ATOM 


12 OX 


L.Vj2 


TT C 


1 Q C 

ly b 


b . 


TOR 

. /2b 


b . 


"3 O T 


9 9 


7 "5 9 
. / J z 


X . 


n 0 

VJ u 


Z . 


n 0 

. VJ VJ 


ATOM 


12 0^ 




TT C 


1 Q C 

ly o 


4 . 


O Q c 

. ^ y b 


b . 


7 P Q 

> /by 


9 9 


1 Q7 

. J y / 


X • 


00 

\J VJ 


z . 


00 

. VJ VJ 


ATOM 


1203 


CDl 


XLE 


1 Q C 

xy b 


/I 


. o Xo 


b . 


74 


9 n 


Q*) ft 

. y 0 0 


T 

X . 


00 

1 VJVJ 


0 • 


01 

I ux 


ATOM 


1 o /I 
Xz u4 


L. 


TT t:* 


T Q C 

X y b 


b < 


. obo 


/ < 


94 4 


94 


. y u J 


X • 


00 

. VJ W 


•3 

J « 


1 J7 27 


ATOM 


T o r\ c 
X 2 U 3 


vj 


TT "C 

X J-JCi 


X y b 


•7 


. O XD 


Q 

O . 


141 

> J 4 X 


94 


c^P4 

• 301 


X . 


0 0 

. VJ VJ 


Q 
0 . 


> J 17 


ATOM 


12 0 6 


N 


T r A T 

VALj 


X y D 


/ 


C A A 

. bU U 


b . 


"3 T 

. J / b 


9 R 
Z 3 


* 0 / 0 


X . 


0 0 


c 

3 . 


R 9 

, oz 


ATOM 


12 0 7 


CA 


VAL 


xy o 


Q 

O 


Q n Q 


c 

o . 


. O O ^ 


9 

z b 


9 7 n 
. z / u 


T 

X . 


n n 

. VJ VJ 


1 1 
X X • 


1 R 

> X 0 


ATOM 


X 2 U o 


Co 


T7A T 

VAXj 


X y D 


p 
O 


Q O 
. o o ^ 


o . 


. y u X 


9 7 


p n 

. 0 VJ 3 


T 

X • 


nn 

. VJ VJ 


X J . 


4 7 


ATOM 


1 o Q 

X2 uy 


CoX 


\7A T 

VAXj 


1 Q ^ 

xy D 


O 

o 


. xyo 


p 


> O X o 


9P 


n7Q 

. VJ / 17 


1 

X • 


nn 

. VJ VJ 


1 0 

X VJ • 


74 


ATOM 


12X0 


Cu2 


TTA T 

VAIj 


1 Q £ 

xy o 




. by^ 


b . 


Q1 1 

. y X.3 


9ft 


4 m 

. '1 ^ VJ 


n 

X < 


nn 

. U VJ 


1 4 

Xft • 


4 c; 

. fx 3 


ATOM 


1211 




TTA T 
VAXj 


1 Q £ 

xy b 


Q 

y 


. o2 y 


b . 


74 


9 e; 

Z3 


Q71 

. y / X 


X > 


n n 

. VJ VJ 


1 0 

X VJ . 


■^9 

. JZ 


ATOM 


1212 


o 


TTA T 
VALl 


xy b 


Q 

y 


A *7 Q 

. ^ / y 


A 




9 ^ 
Z 3 


p 9 R 

. OZ3 


X . 


nn 

> VJ VJ 


9 1 

Z X < 


4 9 

1 fx Z 


ATOM 


12 1 J 




X7A T 
VAXj 


xy / 


X X 


n Q Q 
. u o y 




Q71 

. y r X 


9 R 
Z 3 


POP 
« 0 \J 0 


1 

X • 


no 

> U VJ 


c: 
3 ■ 


• 3 X 


ATOM 


T O "1 /I 

X2 X4 


A 

UA 


T7A T 

VAXj 


xy / 


X z 


IRQ 
. X 3 O 


C 

D 


n 9 7 


9 

Z 3 


. 3 VJ z 


]_ 


00 

. VJ VJ 


4 


PO 

• 0 VJ 


ATOM 


1215 


CB 


VAL 


xy / 


X2 


£ "3 Q 

. D J y 


b 


1 "3 "3 
. X J J 


94 


n n 9 

. U VJ z 


X I 


on 


1 0 

X VJ . 


RR 
► 30 


A T'/^TV/I 

AiOM 


12 lb 


CCjI 


TTA T 

VAXj 


TOT 

xy / 


X X 


. b J X 




Q 

. b y 3 


9 


1 09 
. X V/ z 




nn 

. VJ VJ 


0 . 


44 
. *± ft 


ATOM 


1217 


/-I /-I o 

CCj2 


T 7A T 
VAJ-r 


xy / 


X ^ 


Q o n 
. y ^ u 


b 


. y ^ 3 


9 1 
Z .3 


R c;^: 
.030 


n 

X < 


nn 

► VJ VJ 


A 


QO 
. 7 VJ 


ATOM 


121o 




T7A T 
VAJj 


1 Q 

xy / 


X^ 


1 "3 A 


b 


1 Q1 

. X y X 


9 

Z b 


4 c:4 

. ft 3*4 


X • 


n n 

. VJ VJ 


n 


. 0 7 


ATOM 


I2iy 


u 


TTA T 

VAXj 


xy / 


X J 


. 4 Ub 


b 


1 Rp 
. xbo 


97 
Z / 


9 OQ 

. z uy 


1 

X < 


nn 

> VJ u 


1 0 

X VJ . 


Q1 

. 7 X 


ATOM 


1220 


N 


LYS 


1 Q O 

xy o 


1 A 

X4 


OTA 

. 2 / U 


A 


o c n 
. ^bU 


z b 


■ J y u 


X 1 


nn 

> wVJ 


1 0 

X \J < 


1 9 

• xz 


ATOM 


1221 


CA 


LYS 


198 


Xb 


A A O 
.44 2 


A 

4 


O A "3 


Z / 


OCA 

. zbft 


X . 


no 

• VJ VJ 


1 1 

X X . 


1^9 
> 3Z 


ATOM 


1222 


CB 


LYS 


198 


15 


1 O /- 

.385 


"5 


A A T 

.0 03 


2 o 


T A Q 

. X4y 


X . 


0 0 


1 c 

X b . 


0 

. b U 


ATOM 


1223 


CG 


LYS 


198 


1 5 


. lo y 


-3 


1 "3 ^ 

. X J b 


z y 


A 0 "7 
. 1 Z / 


X . 


0 n 


Z D . 


9 R 
. Z 0 


ATOM 


1224 


CD 


LYS 


198 


16 


TEA 

. IbO 


1 


Q "7 Q 


"3 A 


0 T 0 

. 2 /2 


X . 


0 n 


"3 1 

J X . 


n n 


ATOM 


122 5 


CE 


LYS 


198 


14 


.768 


1 


.615 


3 0 


. 854 


X 


A A 


■3 T 

J / 


A c 
. ftb 


ATOM 


1226 


NZ 


LYS 


198 


14 


.780 


0 


.433 


31 


. 779 


1 


. 00 


39 


.49 


ATOM 


1227 


C 


LYS 


198 


16 


.712 


4 


.240 


26 


.403 


1 


.00 


16 


.21 


ATOM 


1228 


0 


LYS 


198 


16 


.637 


4 


.095 


25 


.187 


1 


.00 


17 


.79 


ATOM 


1229 


N 


SBR 


199 


17 


.876 


4 


.367 


27 


.040 


1, 


.00 


17 


.91 


ATOM 


1230 


CA 


SER 


199 


19 


.152 


4 


.397 


26 


.328 


1 


.00 


18 


.09 


ATOM 


1231 


CB 


SER 


199 


20 


.308 


4 


. 677 


27 


.280 


1 


. 00 


17 


.32 


ATOM 


1232 


OG 


SER 


199 


20 


.405 


6 


.068 


27 


.526 


1 


.00 


22 


.33 


ATOM 


1233 


C 


SER 


199 


19 


.475 


3 


.190 


25 


.447 


1 


.00 


20 


.05 


ATOM 


1234 


0 


SER 


199 


20 


.301 


3 


.285 


24 


, 548 


1 


.00 


21 


-63 


ATOM 


1235 


N 


ASP 


200 


18 


.864 


2 


.045 


25 


. 727 


1 


.00 


21 


.10 


ATOM 


1236 


CA 


ASP 


200 


19 


.086 


0 


.872 


24 


.891 


1 


.00 


17 


.62 


ATOM 


1237 


CB 


ASP 


200 


19 


.288 


-0 


.408 


25 


.724 


1 


.00 


14 


.14 



21/150 



iO/501 



FIG. IV 



ATOM 


1238 


CG 


ASP 


200 


18 


209 


-0 


, 625 


26 


779 


1 . 


00 


13 , 


05 


ATOM 


123 9 


ODl 


ASP 


200 


17 


051 


-0 


. 223 


26 


574 


1 . 


00 


10 , 


97 


ATOM 


124 0 


0D2 


ASP 


200 


18 


528 


-1 


. 231 


27 


822 


1 . 


00 


13 . 


20 


ATOM 


1241 


c 


ASP 


200 


17 


875 


0 


. 776 


23 


977 


1 . 


00 


18 


24 


ATOM 


1242 


o 


ASP 


200 


17 


465 


- 0 


. 298 


23 


559 


1 . 


00 


22 


86 


ATOM 


1243 


N 


CYS 


201 


17 


283 


1 


. 936 


23 


723 


1 . 


00 


18 


66 


ATOM 


1244 


CA 


CYS 


201 


16 


114 


2 


, 071 


22 


870 


1 . 


00 


21 


37 


ATOM 


1245 


CB 


CYS 


201 


16 


.491 


1 


. 963 


21 


.378 


1 . 


00 


22 


.84 


ATOM 


1246 


SG 


CYS 


201 


17 


. 104 


3 


. 519 


20 


. 591 


1 . 


00 


22 


.39 


ATOM 


1247 




CYS 


201 


14 


. 929 


1 


. 170 


23 


.205 


1 . 


00 


20 


. 00 


ATOM 


124 8 


o 


CYS 


201 


14 


. 077 


0 


. 934 


22 


347 


1 . 


00 


25 


.61 


ATOM 


124 9 


N 


THR 


202 


14 


. 862 


0 


. 658 


24 


.437 


1 . 


00 


15 


48 


ATOM- 


1250 


CA 


THR- 


202 


13 


. 7-15 


-0 


. 174 


24 


. 815 


1 . 


00 


15 


71 


ATOM 


12 51 


CB 


THR 


202 


13 


. 954 


- 0 


, 996 


26 


. 087 


1 . 


00 


15 


. 14 


ATOM 


1252 


OGl 


THR 


202 


14 


. 531 


-0 


. 171 


27 


. 107 


1 . 


00 


24 


. 66 


ATOM 


1253 


CG2 


THR 


202 


14 


. 881 


-2 


. 163 


25 


. 780 


1 , 


00 


16 


. 97 


ATOM 




r* 
\^ 


THR 


202 


12 


. 53 9 


0 


. 772 


24 


. 963 


1 . 


00 


12 


. 64 


ATOM 


1255 


0 


THR 


202 


12 


. 694 


1 


. 884 


25 


.454 


1 . 


00 


18 


. 75 




1256 


N 


LEU 


203 


11 


,370 


0 


, 343 


24 


. 513 


1 . 


00 


11 


. 71 


TV TOM 


X ^ ^ / 


CA 


LEU 


2 03 


10 


. 192 


1 


. 2 02 


24 


.507 


1 , 


00 


11 


. 07 


ATOM 


1 9 Q 
X ^ o o 


CB 


LEU 


2 03 


9 


,790 


1 


.3 96 


23 


. 03 5 


1 


00 


7 


. 87 


ATOM 


1 9 ^ Q 

X ^ 3 7 


PO 


LEU 


2 03 


3 


,550 


2 


. 108 


22 


. 503 


1 


00 


8 


. 82 


ATOM 


X ^ o u 


CDl 


LEU 


2 03 


3 


. 821 


2 


. 53 7 


21 


. 066 


1 


00 


6 


. 21 


ATOM 


1261 


CD2 


LEU 


203 


7 


.33 0 


X 


. 200 


22 


. 578 


1 


00 


2 


. 00 


ATOM 


X ^ o ^ 




LEU 


203 


3 


. 994 


0 


. 752 


25 


.339 


1 


00 


12 


. 47 


ATOM 


X ^ O J 


o 


LEU 


203 


3 


. 834 


- 0 


.436 


25 


. 628 


1 


00 


17 


. 72 


ATOM 


1264 


N 


LYS 


204 


8 


. 134 


1 


. 720 


25 


. 668 


1 


00 


3 


. 95 


ATOM 


12 6 5 


CA 


LYS 


204 




. 923 


1 


. 496 


26 


. 443 


1 


00 


2 


. 00 


ATOM 


1266 


CB 


LYS 


204 


7 


. 184 


1 


. 693 


27 


. 944 


1 


00 


3 


. 61 


ATOM 


1267 


CG 


LYS 


204 


7 


, 814 


0 


.487 


28 


. 650 


1 


00 


6 


. 82 


ATOM 
r\X \JV1 


1268 


CD 


LYS 


204 


8 


. 128 


0 


. 807 


30 


. 098 


1 


00 


8 


. 75 


ATOM 


X ^ O 7 


CE 


LYS 


204 


9 


. 13 9 


- 0 


. 175 


30 


. 683 


1 


00 


10 


. 28 


ATOM 


1270 


NZ 


LYS 


204 


3 


. 520 


- 1 


. 437 


31 


. 124 


1 


. 00 


8 


.47 


ATOM 


1271 




LYS 


204 


5 


. 854 


2 


.477 


25 


. 996 


1 


. 00 


2 


. 00 


ATOM 


1272 


o 


LYS 


204 




. 154 


3 


. 620 


25 


. 687 


1 


. 00 


3 


. 81 


ATOM 


1273 


N 


ILE 


205 


4 


. 617 


2 


. 007 


25 


. 921 


1 


. 00 


2 


. 00 


ATOM 


1274 


CA 


ILE 


205 


3 


. 479 


2 


. 830 


25 


. 538 


1 


. 00 


3 


. 79 


ATOM 


1275 


CB 


XLE 


205 


2 


.498 


2 


. 070 


24 


. 610 


1 


. 00 


6 


. 77 


ATOM 


1276 


CG2 


ILE 


2 05 


1 


. 214 


2 


. 877 


24 


. 403 


1 


. 00 


2 


. 00 


ATOM 


1277 


CGI 


ILE 


205 


3 


. 167 


1 


. 763 


23 


. 270 


1 


. 00 


7 


. 79 


ATOM 


X ^ / o 


om 


X XJCj 




2 


. 238 


1 


. 080 


22 


. 284 


1 


. 00 


7 


, 74 


ATOM 


T 97Q 




XLE 


205 


2 


. 751 


3 


. 138 


26 


. 834 


1 


. 00 


11 


. 47 


ATOM 


1 9 RO 
X ^ O \J 


V-/ 


TT.P 

X XjCi 


90 R 


2 


. 189 


2 


. 244 


27 


.462 


1 


. 00 


13 


. 38 


ATOM 


1 9 R T 
X ^ O X 


"NT 
AM 


T."PTT 
J_illi u 


Z w o 


2 


. 667 


4 


.418 


27 


. 165 


1 


. 00 


12 


. 52 


ATOM 


1 9 R 9 
X ^ O ^ 




T.PTT 


9 n 

Z Q 


2 


. 04 8 


4 


. 852 


28 


. 401 


1 


. 00 


13 


. 05 


ATOM 
r\ X KJVl 


1 9m 

X ^ O J 




T.PTT 


206 


2 


. 52 7 




. 2 64 


28 


. 749 


1 


. 00 


15 


. 77 


r\ X \Jl*l 


1 9 $5 A 
X Z O 


oo 


T TI'TT 


4^ u o 


4 




g 


. 517 


2 8 


. 734 


1 


. 00 


16 


, 73 


ATOM 


1285 


CDl 


LEU 


206 


4 


.274 


8 


. 008 


28 


.716 


1 


. 00 


17 


,19 


ATOM 


1286 


CD2 


LEU 


206 


4 


.747 


5 


.874 


29 


.918 


1 


.00 


14 


.95 


ATOM 


1287 


C 


LEU 


206 


0 


.536 


4 


.766 


28 


.542 


1 


.00 


14 


.20 


ATOM 


1288 


O 


LEU 


206 


0 


.064 


4 


.541 


29 


.655 


1 


.00 


19 


.67 


ATOM 


1289 


N 


ASP 


207 


-0 


.236 


4 


.883 


27 


.462 


1 


.00 


10 


.78 


ATOM 


1290 


CA 


ASP 


207 


-1 


.692 


4 


.853 


27 


.636 


1 


.00 


10 


.76 


ATOM 


1291 


CB 


ASP 


207 


-2 


.280 


6 


.235 


27 


.335 


1 


.00 


14 


.80 


ATOM 


1292 


CG 


ASP 


207 


-2 


.281 


6 


.575 


25 


.851 


1 


. 00 


22 


. 89 


ATOM 


1293 


ODl 


ASP 


207 


-3 


.373 


6 


.921 


25 


.335 


1 


.00 


22 


. 44 


ATOM 


1294 


OD2 


ASP 


207 


-1 


.204 


6 


.511 


25 


.210 


1 


. 00 


21 


.36 


ATOM 


1295 


C 


ASP 


207 


-2 


.507 


3 


.764 


26 


.937 


1 


.00 


11 


.69 


ATOM 


1296 


O 


ASP 


207 


-1 


.956 


2 


.926 


26 


.223 


1 


.00 


15 


.31 



22/150 



10/501002 



FIG. IW 



ATOM 


1 9 Q 
X ^ 7 / 


TsT 
IN 


trniit 




-3 . 


819 


3 . 


776 


27 . 


179 


1 . 


00 


7 . 


76 




1 9 Q P 

X Z J7 O 


^A 


trnilt 


4& w 0 


-4 . 


73 9 


2 . 


809 


26 . 


593 


1 . 


00 


7 , 


38 




1 O Q Q 

X ^ J7 17 






9 n ft 


- 5 . 


4 58 


2 . 


005 


27 . 


688 


1 , 


00 


12 . 


69 




linn 
X J u u 


on 




9 n p 
^ VJ 0 


-4 


514 


•y ^ 


331 


28 . 


648 


1 , 


00 


11 . 


63 


A "POM 


U U X 


om 




9 n R 
^ u 0 


-4 . 


32 6 


1 ^ 


833 


29 . 


932 


1 . 


00 


19 . 


85 


ATOM 


1 1 n 
x^ 


ono 


"DMT? 


9 OR 
^ U 0 


_ 




0 . 


251 


28 . 


240 


1 . 


00 


12 . 


07 


ATOM 


1 "5 n *5 

X J U 


^ JliX 


PHP 


90fl 
^ w 0 


-3 . 


368 


\ ^ 


269 


30 . 


793 


1 . 


00 


16 . 


31 








PHT? 


9nfi 

^ u 0 


-2 . 


797 


- 0 . 


323 


29 . 


080 


1 . 


00 


14 . 


94 


ATOM 






PWP 


9nfl 

^ u 0 


-2 , 


600 


0 . 


190 


30 . 


363 


1 , 


00 


14 . 


41 




1 1 n 

X J u o 


r* 
\^ 


PWP 


9 n ft 

^ u 0 


- 5 . 


73 8 


3 , 


488 


25 . 


669 


1 . 


00 


10 . 


81 


A THM 


X J u / 


r\ 
\J 


PWR 


9 nft 
^ \j 0 


- 6 . 


769 


2 . 


,917 


25 . 


326 


1 . 


00 


7 . 


83 


ATOM 


X J u o 


In 


OT.V 


2 0 9 


- 5 


.457 


4 ^ 


749 


25 . 


345 


1 . 


00 


14 . 


37 


A THM 


1 n Q 

X J \J Z7 


OA 


GLY 


2 0 9 


- 6 . 


2 69 


5 , 


515 


24 . 


4 14 


1 . 


00 


11 . 


22 


A TOM 


X .3 X u 




O-Lj X 


20 9 


_ 7 ^ 


,711 


5 . 


857 


24 . 


716 


1 . 


00 


14 . 


15 


ATOM 


X J X X 




V7Xj X 


9 n Q 
^ u 7 


- 8 , 


073 


6 . 


13 0 


25 . 


864 


1 . 


00 


16 . 


16 


ATOM 


X .3 X ^ 


VT 

JN 


T.T?TT 


^ X u 


- ft 


> 3 J \j 


3 • 


I 0 J 3 


23 . 


661 


1 , 


00 


15 . 


03 


ATOM 


X^ Xo 


OA 


T.T?TT 
1 irtXJ 


91 n 

^ X u 




1 73 0 


f. 

w • 


1 7*^ 

I X / 0 


23 . 


725 


1 ^ 


00 


19 . 


13 


ATOM 
A 1 KJVl 




OR 


J-lHi \J 


91 0 

X w 


- 1 0 

X \J t 


> 42 9 


6 . 


, 677 


22 . 


362 


1 . 


00 


18 . 


59 


ATOM 
Ai Ur] 


X J X D 


00 


T T?TT 


9 1 n 

^ X u 




.54 6 


7 


Q 

. 0 -3 j7 


2 1 . 


575 


1 , 


00 


21 . 


2 1 


ATOM 


X J X O 


om 


T TTTT 


9 T n 

^ X u 


- 1 0 

X u . 


0 Q <=; 

, U 17 0 


7 


,786 


2 0 . 


162 


1 . 


00 


2 1 . 


04 


ATOM 


X J X / 


OTi*? 




9 1 n 

^ X u 




4 '7 Q 


Q 

0 . 


Q fl 1 

, 7 0 X 


2 2 . 


2 83 




00 


2 1 . 


95 


A rpoiWI 
AiUM 






T T?TT 
XjCjU 


910 

4^ X u 


-in 

X U 1 


P Q c; 

► 0 j7 3 


3 • 


04. P 


94 


1 4 0 

X *± VJ 


3^ ^ 


00 


23 . 


06 


A "yOM 


X J J.^ 


\J 


T T7TT 


91 n 
Z X u 


-in 
~ X u . 


. 0 J X 


J < 


P71 
> 0 / X 




PR A 


3_ _ 


00 


2 7 . 


54 


ATOM 


1 "J o n 
x^^ u 


vr 

JN 


AT .A 
AXjA 


911 
^ X X 


- 1 9 

~ X ^ • 


09 


C 

3 1 


• ^ 0 


24 . 




1 ^ 


00 


26 . 


46 


A rri/^R/r 

AJ.UM 




t,A 


AT A 
AXiA 


911 
Z XX 


- 1 1 
~ X 0 . 


n9 Q 


• 


. ^ 0 \j 


9 R 
^ 3 • 


1 c:9 

X 3^ 


X « 




3 X . 


93 


AiUIYl 


T O O O 


OR 


AT A 
AXjA 


911 
Z X X 


- 1 "5 

X J . 


■ 0.3 .3 


3 1 


1 VJ X J 


26 . 


'5 94 


1 . 


00 


33 . 


70 


Ai vJM 


T 1 O "3 




AT A 
AXjA 


911 
Z X X 


- 1 1 

X J . 


Q*^ P 
• y^ 0 


A 


9 0 0 

> 4b U VJ 


97 


Q ^A 

7 31 


^ _ 


00 


3 7 . 


57 


ATOM 

Ai UIm 


T "3 O /I 
X J Z ft 




AT A 
AXjA 


911 
Z X X 


-Id. 

~ X 71 . 


1 n 

> X 0 VJ 


c 

3 I 


1 09 

. X VJ ^ 


97 


14 0 




00 


3 9 . 


41 


ATOM 


T "3 O 
X J Z O 


IN 


AT A 
AXjA 


919 
^ X ^ 


X *± . 


. *± 3 D 


2 


975 


23 


84 8 


1 . 


00 


41 . 


47 


A TOM 
Ai vJM 


X J Z D 


OA 
v-A 


AT A 
AXjA 


919 
Z X ^ 


- 1 c; 

X o . 




^ . 


► 3 / *± 


22 


741 




00 


44 . 


00 


ATOM 


1 "3 O T 
X J Z / 


OR 


AT A 
AXjA 


91 9 
^ X^ 


- 1 «^ 

X o , 


PAR 
• 0 0 3 


X < 


1 70 
> X / VJ 


22 


QR7 


]_ _ 


00 


4 0 . 


73 


ATOM 
Al UJYl 


T Q *5 Q 
X J Z O 


/-I 


AT A 
AXjA 


919 
Z X Z 


- 1 

X 0 c 




.3 . 


> 3 0 17 


22 


4 R7 
*± 3 / 


1 


00 


4 6 . 


85 


ATOM 

Al Kjn 


T "3 O Q 
X J Z J7 


(J 


AT A 
AXiA 


919 
Z XZ 


- 1 

X D I 


• 3 u 


A 


0 0 Q 

■ VJ \J 17 


9 1 
X « 


9 Q4 


1 

X i 


. \J VJ 


4 R 
•± 3 • 


16 


ATOM 


X .3 ^ U 


OR 


\7AT. 
V AXj 


9 9 R 


- Q 


on n 


X 0 < 




19 . 


811 


1 . 


. 00 


38 , 


33 


ATOM 


1 "3 '3 1 
X O O X 


00 1 




9 9 c 




• 0 VJ 0 


16 


. 791 


20 . 


4 85 


1 . 


. 00 


36 . 


84 


ATOM 


T -3 -3 O 

X J 0 z 


00 9 


V r\Xj 


99 c; 


- 1 0 

X V/ . 


1 ft*? 
• X 0 0 


18 


. 882 


2 0 . 


426 


1 . 


. 00 


33 . 


61 


ATOM 
A X KJi*! 


1 "3 "3 "3 
A. J J J 


V— 




9 9 ^ 




• 0 0 X 


18 


. 4 03 


18 . 


962 


1 . 


. 00 


46 . 


, 33 


A TOM 


1 "3 "3 4 
X J J *i 


vj 


\7AT 
V AXj 


9 9 c> 


0 


4 

. *± 0 0 


1 R 
X 0 


. 7 .3 17 


17 . 


87 0 




. 00 


51 . 


, 16 


ATOM 
A i KJv'l 


1 "3 "3 c: 
X J 0 3 


M 
IN 


V AXj 


9 9 ^ 


- 7 


Q9 R 


2 0 


,3 95 


19 . 


562 


1 


. 00 


4 5 , 


, 4 7 


ATOM 
AX KJPl 


1 "3 "5 A 

X^ 0 0 


OA 
CA 


WAT. 
VAXj 


9 9 


_ 7 
/ 


AQ Q 


1 R 
X 0 


Q79 


1 Q 
X 7 • 


928 




. 00 


42 . 


. 53 


ATOM 
AX KJn 


TOOT 
X.30 / 


JN 


TWP 


99^; 
^ ^ 0 




Q7ft 
« 7 / 0 


1 7 
X / 


• J ^ u 


X 7 < 


1 .9 / 0 




. 00 


47 . 


. 37 


ATOM 

AlUIrl 


T 0 1 Q 


OA 
CA 


TUP 
X rlK 


ZZ 0 




• 17 3 7 


1 

X D 


fiQ9 


X 0 • 


> 3 3 V 




. 00 


43 . 


, 20 


ATOM 

AX vJl*! 


T Q I 0 
X JO y 


OR 


TUP 

X rlK 


9 9 
ZZ 0 




•7QP 


1 

X 0 


1 

• X 3 17 


1 Q 
X 7 • 


,417 




. 00 


45 , 


, 47 


ATOM 
Ai VJM 


T "3 ^ n 
X J ft U 


00 1 


X HK 


9 9 
Z Z 0 


-5 




1 1 
X / 


9 9 0 

. ^ <^ VJ 


9 0 
^ VJ . 


9 71 

, ^ 3 X 


1 

X 1 


00 

• VJ u 


44 . 


. 76 


Al UN 


X 0 ft X 




X rlK 


0 0 C 
Z Z 0 




Q n 

. 0 J7 u 


X 3 


P*^ 

. 3 0 J 


1 P 
X 0 < 


P 

, 3 ,3 0 


1 

X 


00 

• \J VJ 


41 




AX vJIVl 


n "3 /I 0 
X J 4 Z 


/I 
L. 


X rlK 


9 9 C 

Z Z b 


— 


Rd 4 

. 3*1 1 


1 ^ 
X 3 


1 7 
. 3 X / 


1 7 

X / . 


770 


1 


0 0 


4 1 


24 


ATOM 


1343 




1 riK 


Z Z 0 


c. 

- D 


. X^ X 


Xft 


A n p 
. 0 VJ 0 


1 p 

X 0 A 


•3 c; 


X 


n n 

» VJ VJ 


4 1 

ft X < 


7 7 
. 3 / 


ATOM 


1344 


N 


ALA 


227 


-5 


.360 


15 


.533 


16 . 


,455 


1 


.00 


37 . 


.27 


ATOM 


1345 


CA 


ALA 


227 


-5 


. 862 


14 


.461 


15, 


.610 


1 


.00 


31. 


.23 


ATOM 


1346 


CB 


ALA 


227 


-7 


.220 


14 


.841 


15. 


. 019 


1 


.00 


23 , 


.57 


ATOM 


1347 


C 


ALA 


227 


-4 


.868 


14 


.132 


14. 


.500 


1 


.00 


27, 


.64 


ATOM 


1348 


0 


ALA 


227 


-5 


.232 


13 


.478 


13 . 


.526 


1 


.00 


30, 


.70 


ATOM 


1349 


N 


TYR 


228 


-3 


. 612 


14 


.552 


14 . 


.667 


1 


.00 


24 , 


.30 


ATOM 


1350 


CA 


TYR 


228 


-2 


. 575 


14 


.312 


13 . 


.652 


1 


.00 


23 , 


.17 


ATOM 


1351 


CB 


TYR 


228 


-1 


.246 


14 


. 990 


14 , 


. 007 


1 


. 00 


21 


.58 


ATOM 


1352 


CG 


TYR 


228 


-1 


.291 


16 


.467 


14 , 


.284 


1 


. 00 


23 


.46 


ATOM 


1353 


CDl 


TYR 


228 


-0 


.197 


17 


. 108 


14 . 


. 858 


1 


.00 


21 


.86 


ATOM 


1354 


CEl 


TYR 


228 


-0 


.219 


18 


.457 


15, 


.136 


1 


.00 


27 


.59 


ATOM 


1355 


CD2 


TYR 


228 


-2 


.416 


17 


.229 


13, 


.991 


1 


.00 


22 


.69 



23/150 



FIG. IX 





^ J 3 o 


CE2 


TYR 


228 


- 2 


. 448 


18 


. 587 


14 


. 265 


1 . 


00 


30 . 


74 




X J 3 / 




TYR 


228 


- 1 


.344 


19 


. 196 


14 


. 838 


1 . 


00 


32 . 


92 


ATOM 


1 c: ft 
X ^ 3 o 


OM 


TYR 


22 8 


_ 1 


. 366 


2 0 


. 546 


15 


. 102 


1 . 


00 


39 . 


97 


ATOM 


X O ^ J/ 


Q 


TYR 


22 8 


-2 


. 260 


12 


. 829 


13 


. 438 


1 . 


00 


24 . 


23 


ATOM 


1 7 n 

X o o u 


o 


TYR 


22 8 


_ 1 


. 750 


12 


. 451 


12 


. 379 


1 . 


00 


25 . 


15 


ATOM 


X J O X 


IN 


TYP 

X xx\. 


22 9 


-2 


. 525 


12 


. 000 


14 


, 449 


1 . 


00 


23 . 


04 


ATOM 


X J o ^ 




TYR 


229 


-2 


, 204 


10 


. 575 


14 


. 355 


1 , 


, 00 


17 , 


62 


ATOM 


X J D J 




TYR 


229 


- 1 


. 270 


10 


. 177 


15 


. 503 


1 , 


, 00 


15 . 


95 


ATOM 


X ^ D *z 






^ 4S 7 


0 


. 000 


10 


. 991 


15 


. 552 


1 , 


, 00 


7 , 


25 


ATOM 


1 7 

X J o o 


CDl 


TYR 

X X 


229 


- 0 


. 005 


12 


.295 


16 


. 034 


1 . 


, 00 


7 , 


16 


ATOM 


X ^ o o 




TYR 


229 


1 


. 151 


13 


. 057 


16 


. 045 


1 . 


00 


2 . 


00 


ATOM 


X ^ o / 


CD2 


TYR 


22 9 


1 


. 204 


10 


. 472 


15 


. 092 


1 . 


, 00 


2 . 


, 00 


ATOM 


X J o o 


CE2 


TYR 


22 9 


2 


.3 67 


11 


. 234 


15 


. 101 


1 . 


, 00 


2 , 


00 


ATOM 


1 Q 
X J D J? 




TYP 


9 9 Q 

^ ^ 2f 


2 


.326 


12 


.52 0 


15 


. 580 


1 , 


- 00 


3 . 


, 35 


ATOM 


X J / u 


OH 


TYR 
X X Iv 


22 9 


3 


. 451 


13 


.286 


15 


. 593 


1 . 


. 00 


7 , 


, 73 


ATOM 


X J / X 


r* 


TYR 


229 


- 3 


. 410 


9 


. 647 


14 


. 305 


1 . 


. 00 


17 . 


, 31 


ATOM 


X J / ^ 


o 


TYR 

X X 


^ 4S 7 


_ 3 


, 267 


s 


.427 


14 


. 212 




. 00 


14 . 


, 75 


ATOM 


X J / o 


"NT 

IN 


APP 


^ O w 


- 4 


. 602 


10 


. 226 


14 


. 314 


1 , 


. 00 


19 . 


. 16 


ATOM 


X J / *± 


PA 


APP 


4& .3 ^ 


- 5 


. 818 


9 


. 426 


14 


.268 


1 , 


. 00 


23 . 


. 52 


ATOM 


1 7 R 

X. J t ^ 


PR 


ARG 


23 0 


- 6 


995 


10 


.208 


14 


.865 


1 , 


. 00 


23 . 


. 61 


ATOM 


1 7<^ 
X J / o 


PP 


ARG 


23 0 


- 6 


. 688 


1 0 


. 667 


16 


. 2 93 


1 , 


. 00 


2 8 . 


. 96 


ATOM 


1 7 7 
XJ / / 


pn 


APP 


9 rj 
^ J \j 


_ 7 


Q n n 

• -7 U W 


11 


. 083 


17 


. 092 


1 . 


. 00 


3 0 . 


. 92 


ATOM 


1 7 ft 
X J / o 


IN Hi 


APP 


9 0 
^ o u 


- 7 


4 6 8 


11 


.590 


18 


.3 95 


1 , 


. 00 


34 , 


. 96 


ATOM 


1 1 7 Q 


P7 


APP 


^ o w 


- R 
o 


9 74, 


X X 


R 7 
. o o ^ 


19 


.418 




00 


3 6 , 


. 46 


ATOM 


1 -a Q n 

X .3 O U 


IMIIX 


APP 


9in 


- Q 


» 3 O 3 


X X 


.685 


19 


. 319 


1 , 


. 00 


3 7 < 


, 33 


A TOM 


X^ O X 




APP 


9 "5 n 

^ J u 


_ T 




1 9 
x^c 


741 


90 


. 544 




. 00 


3 5 . 


. 13 


ATOM 


1 T R ^ 
X J o ^ 


r* 


APP 


9T n 

^ J u 


O 


117 

< X X f 


a 
o 


. 922 


12 


, 849 


X ^ 


. 00 


26 . 


. 24 


ATOM 


1 "5 fl "5 

X ^ O J 


V-/ 


APP 


9 7 n 




ft m 

. O Z) X 


Q 
-7 


.605 


11 


.850 




. 0 0 


2 9 . 


. 78 


ATOM 


X O o *± 


In 


AT .A 


971 

^ J X 


- 6 


.64 8 


7 


.706 


12 


.788 


1 


. 0 0 


22 , 


. 73 


ATOM 


1 n R 

X ^ O 3 


PA 


AT. A 


9 71 
^ ^ X 


D 


. J? o o 


7 


0 7 7 


11 


.531 




0 0 


18 


4 9 


ATOM 


X ^ o o 


PR 


AT. A 


231 


_ 7 


. 110 


5 


. 543 


11 


. 755 


1 


. 00 


15 . 


, 82 


ATOM 


X .3 O / 


o 


AT. A 
AXJA 


231 


- R 


23 0 


7 


. 596 


10 


.8 86 


1 


. 00 


16 . 


. 95 


ATOM 


X J o o 




AT. A 


971 

^ .3 X 




. 102 


3 


. 128 


11 


. 567 


1 , 


. 00 


19 . 


. 43 


ATOM 


1 R Q 

X O O 17 




PRO 


232 


- 8 


. 352 


7 


.458 


9 


, 556 


]_ , 


. 00 


13 . 


. 15 


ATOM 


13 90 


CD 


PRO 


232 


_ 7 


. 287 


g 


. 952 


Q 


. 668 


1 , 


. 00 


10 . 


. 64 


ATOM 


X J Z7 X 


PA 


PRO 


232 


- 9 


.488 


7 


. 93 0 


s 


. 767 


1 , 


. 00 


8 . 


. 39 


ATOM 


13 92 


CB 


PRO 


232 


- 9 


. 153 


7 


. 3 95 


7 


. 3 73 


1 , 


► 00 


9 , 


. 88 


ATOM 


X J 17 J 


pp 


PRO 


23 2 


_ 7 


. 654 


7 


.53 6 


7 


.3 25 




. 00 


6 


. 53 


ATOM 


X J _7 *i 




PRO 


23 2 


- 1 0 


. 8 52 


7 


.4 63 


9 


. 2 54 


1 


. 00 


9 , 


. 91 


ATOM 


X^ 17 3 


o 


PRO 


232 


- 11 


. 823 


3 


.220 


9 


.229 


1 


. 00 


4 


. 70 


ATOM 


X^ 7 o 


IN 


PT.TT 


^ J o 


-1 0 

X \J 


. Z7 V/ O 


o 


, 223 


9 


. 744 


1 


. 0 0 


16 


. 52 


ATOM 


1 Q7 

X ^ J7 / 


PA 




977 


-12 


. 157 


5 


. 636 


10 


. 238 


1 


. 00 


17 


. 87 


ATOM 


1 "5 Q R 

X .3 27 O 


PR 


PT.TT 


97 7 
^ J J 


-1 9 




A 


0Q7 


10 


.278 




. 00 


17 


. 61 


ATOM 


1 O QQ 

X J> J7 J7 


nn 


PT .IT 


9 7 7 
^ .3 J 


- 1 1 

XX 


• V ^ t 




S09 


11 


. 228 


1 


. 00 


24 


. 07 


ATOM 
J\X UIYl 


1 A n n 


on 


OT IT 


9 7 7 


i7 


7^^ d. 


•3 


O Q1 

. L/ 17 X 


1 0 
X u 


R A R 


]_ 


. 00 


23 


. 95 


ATOM 
Ax \J£*L 


1 A n 1 

±ft U X 




PT TT 


9 7 7 
Z O J 




9 9 7 




R Q 1 

. O 17 X 


Q 
-7 


762 




. 0 0 


3 2 


58 


A TT^TiA 
Ai UJYl 


T /I n o 
X 4k U 4^ 




<^T TT 


9 7 7 
Z J J 


_ Q 


9 fl 7 


X 


A 

. i7 o 


1 o 

X \J 


7 R 7 


X 


0 0 


9 0 


A 7 


ATOM 


1403 


c 


GLU 


233 


-12 


.584 


6 


.193 


11 


.593 


1 


. 00 


21 


.23 


ATOM 


1404 


o 


GLU 


233 


-13 


.756 


6 


.081 


11 


.974 


1 


.00 


22 


.33 


ATOM 


1405 


N 


VAL 


234 


-11 


.636 


6 


.786 


12 


.319 


1 


.00 


19 


.53 


ATOM 


1406 


CA 


VAL 


234 


-11 


.920 


7 


.393 


13 


.611 


1 


.00 


16 


.80 


ATOM 


1407 


CB 


VAL 


234 


-10 


.672 


7 


.385 


14 


.529 


1 


.00 


15 


.57 


ATOM 


1408 


CGI 


VAL 


234 


-10 


. 978 


8 


. 082 


15 


.841 


1 


. 00 


20 


.84 


ATOM 


1409 


CG2 


VAL 


234 


-10 


.235 


5 


.956 


14 


.793 


1 


.00 


17 


.05 


ATOM 


1410 


C 


VAL 


234 


-12 


.356 


8 


.837 


13 


.334 


1 


. 00 


19 


. 12 


ATOM 


1411 


0 


VAL 


234 


-13 


.415 


9 


.268 


13 


,798 


1 


. 00 


21 


.96 


ATOM 


1412 


N 


ILE 


235 


-11 


.580 


9 


.552 


12 


.515 


1 


. 00 


19 


.93 


ATOM 


1413 


CA 


ILE 


235 


-11 


.889 


10 


.935 


12 


.129 


1 


.00 


14 


.90 


ATOM 


1414 


CB 


ILE 


235 


-10 


.856 


11 


.507 


11 


.116 


1 


.00 


6 


.48 



24/150 













FIG. 


lY 


ATOM 


1415 


CG2 


ILE 


235 


-11. 


216 


ATOM 


1416 


CGI 


ILE 


235 


-9. 


439 


ATOM 


1417 


GDI 


ILE 


235 


-8 . 


390 


ATOM 


1418 


C 


ILE 


235 


-13 . 


255 


ATOM 


1419 


O 


ILE 


235 


-13 . 


968 


ATOM 


1420 


N 


LEU 


236 


-13 . 


600 


ATOM 


1421 


CA 


LEU 


236 


-14. 


871 


ATOM 


1422 


CB 


LEU 


236 


-14 . 


652 


ATOM 


1423 


CO 


LEU 


236 


-13. 


731 


ATOM 


1424 


CDl 


LEU 


236 


-13 . 


497 


ATOM 


1425 


CD2 


LEU 


236 


-14 . 


315 


ATOM 


1426 


C 


LEU 


236 


-15. 


990 


ATOM 


1427 


O 


LEU 


23 6 


-17. 


148 


ATOM 


1428 


N 


GLY 


237 


-15. 


638 


ATOM 


1429 


CA 


GLY 


237 


-16. 


611 


ATOM 


1430 


C 


GLY 


237 


-17. 


297 


ATOM 


1431 


O 


GLY 


237 


-18. 


505 


ATOM 


1432 


N 


MET 


238 


-16. 


530 


ATOM 


1433 


CA 


MET 


238 


-17 . 


072 


ATOM 


1434 


CB 


MET 


238 


-16 . 


294 


ATOM 


1435 


CG 


MET 


238 


-16. 


364 


ATOM 


1436 


SD 


MET 


238 


-15. 


094 


ATOM 


1437 


CE 


MET 


238 


-13 . 


860 


ATOM 


1438 


C 


MET 


238 


-16. 


997 


ATOM 


1439 


O 


MET 


238 


-17. 


393 


ATOM 


1440 


N 


GLY 


239 


-16. 


535 


ATOM 


1441 


CA 


GLY 


239 


-16. 


375 


ATOM 


1442 


C 


GLY 


239 


-14 . 


904 


ATOM 


1443 


O 


GLY 


239 


-14 . 


227 


ATOM 


1444 


N 


TYR 


240 


-14 . 


400 


ATOM 


1445 


CA 


TYR 


240 


-12 . 


976 


ATOM 


1446 


CB 


TYR 


240 


-12 . 


192 


ATOM 


1447 


CG 


TYR 


240 


-12. 


658 


ATOM 


1448 


CDl 


TYR 


240 


-11. 


957 


ATOM 


1449 


CEl 


TYR 


240 


-12. 


412 


ATOM 


1450 


CD2 


TYR 


240 


-13 . 


826 


ATOM 


1451 


CE2 


TYR 


240 


-14 . 


282 


ATOM 


1452 


cz 


TYR 


240 


-13 . 


573 


ATOM 


1453 


OH 


TYR 


240 


-14 . 


041 


ATOM 


1454 


C 


TYR 


240 


-12. 


668 


ATOM 


1455 


O 


TYR 


240 


-13 . 


571 


ATOM 


1456 


N 


LYS 


241 


-11. 


384 


ATOM 


1457 


CA 


LYS 


241 


-10 . 


892 


ATOM 


1458 


CB 


LYS 


241 


-11 . 


100 


ATOM 


1459 


CG 


LYS 


241 


-10 , 


067 


ATOM 


1460 


CD 


LYS 


241 


-10 . 


537 


ATOM 


1461 


CE 


LYS 


241 


-9. 


530 


ATOM 


1462 


NZ 


LYS 


241 


-10 . 


.032 


ATOM 


1463 


C 


LYS 


241 


-9. 


,430 


ATOM 


1464 


0 


LYS 


241 


-8. 


872 


ATOM 


1465 


N 


GLU 


242 


-8, 


.804 


ATOM 


1466 


CA 


GLU 


242 


-7 . 


.423 


ATOM 


1467 


CB 


GLU 


242 


-6 . 


, 847 


ATOM 


1468 


CG 


GLU 


242 


-7 , 


, 788 


ATOM 


1469 


CD 


GLU 


242 


-8 . 


,706 


ATOM 


1470 


OEl 


GLU 


242 


-8 . 


.191 


ATOM 


1471 


0E2 


GLU 


242 


-9 . 


. 937 


ATOM 


1472 


C 


GLU 


242 


-6. 


.444 


ATOM 


1473 


0 


GLU 


242 


-5. 


.565 



25/150 



£(Oj/50 ■ no?. 



12 . 


918 


10 


. 742 


1 . 


00 


11 . 


04 


11 . 


4 79 


11 


. 682 


1 , 


00 


3 . 


71 


11 . 


912 


10 


. 670 


1 . 


00 


2 . 


00 


11 . 


029 


11 


. 447 


1 . 


00 


16 . 


32 


12 . 


015 


11 


. 618 


1 . 


00 


21 . 


85 


10 . 


021 


10 


. 647 


1 , 


00 


20 . 


37 


1ft 


025 


9 


. 921 


1 . 


00 


21 . 


61 


Q 

^ • 


597 


g 


.469 


1 , 


00 


17 . 


45 


10 . 


515 


7 


. 653 


\ , 


00 


21 . 


12 


9 , 


937 




.275 


\ . 


00 


19 . 


91 


11 . 


7 X o 


7 


. 533 


\ ^ 


00 


17 . 


10 


9 ^ 


212 


10 


. 566 


1 , 


00 


23 . 


24 


9 ^ 


3 25 


10 


. 175 


1 . 


00 


23 . 


76 


8 . 


410 


11 


.567 


1 , 


00 


29 . 


40 




597 


12 


.277 


1 . 


00 


29 . 


75 


6 . 


528 


11 


, 457 


1 , 


00 


31 . 


11 


6 . 


598 


11 


. 220 


1 , 


00 


31 . 


67 


5 . 


528 


11 


. 034 


1 • 


00 


33 . 


24 


4 


4 3 0 


10 


.232 


1 ^ 


00 


4 0 . 


35 


4 


3 22 


g 


.911 


\ ^ 


0 0 


42 . 


67 


C 

Zj . 






. 015 


\ _ 


0 0 


43 . 


24 


c 

o ■ 


*x ^ U. 


o 


. 744 




00 


4 5 . 


00 


6 . 




7 


.4 97 




00 


4 5 . 


15 




ftfli 


1 ft 

X \J 


. 7 .7 O 




00 


3 8 . 


94 


^ • 


\Jt^ 


1 0 
X yj 


41 ft 

. ^ X Vi/ 




00 


4 1 . 


45 


^ . 




1 9 
x^ 


9 n7 

• ^ V/ .3 


X • 


on 


7 R 


34 




R R R 

O 3 3 


12 


. 935 


\ ^ 


00 


32 . 


28 




Q O X 


12 


.758 




0 0 


28 . 


98 


2 


181 


11 


. 94 9 


1 ^ 


00 


3 1 . 


47 


n 


Q X o 


1 7 
X J 


4 R4. 




0 n 


23 


63 


a 

\j . 


9 no 


1 7 

X J 


. O o 


^ 


0 n 


14 . 


17 


]_ _ 


1 71 

X .J X 


14 


7 ft Q 

• O w -7 


1 . 


0 0 


2 0 . 


4 1 


J. . 


< \j / ^ 


1 R 

X3 


• /Of 




00 


23 . 


07 


n 
\j . 


74.1 
.3 rt X 




71 1 

• /XX 


1 

X • 


00 


18 , 


92 


0 




X o 


071 

. U J X 




00 


18 . 


94 


JL • 


720 


X Q 


« X O O 


\ ^ 


00 


22 . 


91 


]^ 


O J J 


17 


,4 84 


\ ^ 


00 


23 , 


42 


0 


8 96 


18 


.4 05 


1 . 


00 


23 . 


41 


0 


.786 


19 


. 693 


\ ^ 


00 


3 1 . 


32 




97fi 
, ^ J o 


13 






00 


12 . 


19 




(197 


1 4 

Xrt 


ftl Q 

• v X 7 


1 

X > 


ft o 


10 , 


14 


J. • 


c;79 


1 7 

X J 


fil 7 

• Q X .3 


X • 


00 


3 . 


54 


— ^ . 


ft 

, O 7 D 


1 7 

X J 


• 7 O D 


n 

X • 


00 


6 . 


13 


_ -> 


Q n n 

, u o 


1 9 

X 4£, 


R 1 1 
. O X X 


X . 


ftft 


p 

o • 


7 R 


_ o 


R Q R 
. O ^ O 


1 1 
X X 


Q n 

. D 7 U 


X • 


00 


10 . 


R4 
J** 




7 Q1 


1 n 

X u 


R4 7 


X . 


ftft 


1 1 . 


62 




R A ^ 


Q 


4 n 1 

. 'I U X 


X . 


Ci r\ 
\j \j 


1 1 

X X . 


7 R 


-5 . 


.638 


8 


.231 


1 . 


00 


21 . 


31 


-2 , 


.764 


14 


• 368 


1. 


00 


5. 


59 


-1, 


.673 


14 


.342 


1. 


00 


6. 


19 


-3, 


.869 


14 


.739 


1. 


00 


9. 


26 


-3 . 


.833 


15 


.198 


1. 


00 


12 , 


44 


-5 . 


.242 


15 


.424 


1 . 


00 


11 , 


72 


-6 . 


.420 


15 


.179 


1. 


00 


17. 


26 


-6. 


.728 


16 


.343 


1 . 


00 


13 . 


46 


-6 . 


.923 


17 


.456 


1 . 


00 


20 . 


.43 


-6 . 


.812 


16 


. 140 


1 . 


00 


15 . 


,86 


-3 . 


.021 


14 


.369 


1, 


00 


14 . 


.72 


-2. 


.372 


14 


.926 


1. 


00 


21, 


.41 



FIG. IZ 



ATOM 


1474 


N 


ASN 


243 


-6 . 


. 587 


-3 . 


, 013 


13 


. 050 


1 . 


00 


19 . 


31 


a TOM 


1 47 R 
J. rt / ^ 


CA 


ASN 


243 


_ 5 . 


. 613 


-2 . 


.277 


12 


. 248 


1 . 


00 


21 . 


03 


a TOM 


14 76 


CB 


ASN 


243 


- 5 . 


. 559 


-2 , 


. 800 


10 


. 799 


1 . 


00 


2 1 . 


90 


ATOM 


14 77 


' CG 


ASN 


243 


-6 


. 795 


-2 . 


. 463 


9 


. 992 


1 . 


00 


22 . 


02 




1 4. 7 P 


ODl 


ASN 


24 3 


- 7 


. 752 


_ 1 , 


. 884 


10 


. 502 


1 . 


00 


25 . 


24 


ATOM 


1 4 7 Q 


wn7 


ASN 


243 


- 6 


. 770 


-2 . 


. 811 


3 


. 713 


1 . 


00 


26 . 


83 


ATOM 


X*± O v 


r* 
\^ 


AOXN 


243 


- 5 


. 729 


-0 . 


, 752 


12 


. 318 


1 . 


00 


19 . 


59 


ATOM 


O J. 


r\ 
\j 


AQM 


243 


-4 


. 985 


- 0 ■ 


. 033 


11 


. 651 


1 . 


00 


21 . 


35 


a TOM 


J. O ^ 


Vi 


VAT. 
V axj 


244 


- 6 


. 609 


- 0 . 


, 254 


13 


. 180 


1 , 


00 


16 . 


86 


ATOM 


1 4 fl 7 
J. O J 


OA 


VAL 


244 


- 6 


. 764 


\ , 


. 183 


13 


. 322 


1 . 


00 


12 . 


16 


ATOM 


1 4 ft 4 
X fx O *x 


OR 


VAL 


244 


- 8 


. 023 


X , 


. 555 


14 


. 132 


1 . 


00 


6 . 


16 


ATOM 


1 4 ft 

X rt O 3 


001 

V-VJX 


VALi 


^ *4 •x 


_ 7 


. 913 


1 


.0 67 


15 


. 554 


1 . 


00 


5 . 


57 


ATOM 


1 4. ft 
J. rt O O 




VAJLi " 


244 


-8 


.271 


3 


.048 


14 


.067 


1 . 


00 


3 . 


91 


ATOM 


1 4 ft 7 
X O / 




VAT ■ 


244 


- 5 


.517 


1 


,766 


13 


. 967 


1 . 


00 


12 . 


08 


ATOM 


1 4 ft ft 


o 


VAT. 


744 


3 


1 70 


2 


. 921 


13 


. 73 8 


1 , 


00 


17 . 


02 


ATOM 


1 /IRQ 

X^ O 17 


N 


ASP 


245 


-4 


. 800 


0 , 


. 934 


14 


. 714 


1 . 


, 00 


10 . 


69 


ATOM 


X^ 27 w 


OA 


AQD 

AO XT 


74 R 


- 3 


• 3 / O 


\ 


. 372 


15 


. 378 


1 . 


00 


7 . 


76 


ATOM 


Xrt 7 X 




AQP 

AO IT 


74 

^ *it 3 


- 3 


.3 09 


0 


. 543 


16 


. 641 


1 , 


00 


14 . 


73 


ATOM 


1 4 Q 9 
X *± 2? ^ 


OO 


A 


74 «^ 


- 4 

fx 


.32 5 


0 


7 94 


17 


. 735 


1 , 


00 


15 . 


3 8 


ATOM 


X *± J? J 


om 

^ux 


AQP 

AO It 


74 R 

^ *x 3 


- 4 


. 72 8 


\ 


9 57 


17 


.889 


1 , 


, 00 


14 . 


39 


ATOM 


1 4. Q4 
x*± ^ *± 


on9 


AQP 
AO XT 


74 «=; 

^ 3 


- 4 


. 72 0 


- 0 


.170 


18 


. 426 


1 . 


. 00 


9 . 


85 


ATOM 


1 4 Q 

X 'x 27 3 


r* 


AQP 

AO JCr 


74 ^ 

^ *x 3 


_2 


.399 


]_ 


. 252 


14 


.460 


1 , 


. 0 0 


5 . 


82 


ATOM 
n. X KJVl 


X^ 27 O 


o 


AQP 

AO XT 


74 

«b '3 3 


_ 1 


. 287 


1 


.611 


14 


.83 2 


1 , 


, 0 0 


8 . 


10 


ATOM 

n. X \Jn 


1 4 Q7 
X^ 27 / 


1>I 


TT.P 

X XjC* 


74 

^ 'z O 


_ 2 


.611 


0 


.662 


13 


.291 


1 , 


. 00 


11 , 


60 


ATOM 


1 4 Qft 
Xrx 27 O 


OA 


X xjHi 


74 


_ 3^ 


. 529 


0 


. 509 


12 


. 318 


1 . 


. 00 


14 . 


99 


ATOM 


1 4 Q Q 

X ^ 27 27 


OR 


TT.T? 


24 6 


- 1 


• O U w 


- 0 


, 674 


11 


.316 


1 , 


. 00 


15 . 


80 


ATOM 


T n O 

X 3 U U 


007 


XLE 


24 6 


- 0 


• 27 3 X 


- 0 


, 557 


10 


. 04 9 


1 . 


, 00 


17 . 


53 


ATOM 


1 n 1 

X 3 U X 


001 


TT.T? 
X XjHi 


7 4 
^ 1 o 


_ 1 


4 QR 

. ft 2? O 


" 2 


.014 


11 


.999 


1 , 


. 00 


9 . 


33 


ATOM 


1 n 9 
X O u ^ 


om 


TT.P 

X Xj Hi 


24 6 


- 0 


.02 2 


-2 


.248 


12 


. 261 


1 , 


. 00 


2 . 


50 


ATOM 


X 3 VJ ^ 




X XjCj 


24 6 


_ -y 


.310 


]_ 


. 84 7 


11 


. 599 


1 , 


. 0 0 


11 , 


65 


ATOM 


X 3 *x 


o 


TT.P 

X XjHi 


246 


- 0 


. 174 


2 


. 223 


11 


. 300 


1 , 


. 00 


12 . 


98 


ATOM 


±.Z>\J z> 


IM 


TPP 


247 


_ 2 


.390 


2 


. 607 


11 


. 422 


1 , 


. 00 


13 . 


04 


ATOM 
nX wlTl 


X D U D 


OA 


TPP 
X r\.±r 


747 




TOR 

• 3 U 3 


3 


.7X3 


10 


.784 


1 


. 00 


13 . 


02 


ATOM 


T n 7 

X U / 


on 


TPP 


747 








. 3 27 3 


10 


. 747 


1 


. 00 


15 . 


24 


ATOM 


1 c; n R 

X D U O 


oo 


TPP 


74 7 


3 


. 591 




.016 


10 


.2 54 


1 


. 00 


25 . 


04 


ATOM 


1 n Q 

X D U 2? 




TP P 


7 4 7 




7ft 


o 


.466 


3 


.891 


1 


. 0 0 


2 9 . 


15 


a TOM 


X 23 X U 




TP P 
X iXir 


7 4 7 
^ ft / 


_ O 


. 3 V/ / 


7 


.868 


3 


. 9 03 


1 


. 00 


32 , 


78 


ATOM 


X O X X 


^I2j J 


TP P 


74 7 




872 


5 


.82 0 


7 


.666 


1 


. 00 


27 , 


68 


ATOM 


1 R 1 7 
X 3 X ^ 


om 


TP P 
X Xvir 


24 7 


3 


.382 




. 144 


11 


010 


1 


. 0 0 


24 - 


32 


ATOM 


XO X J 


iNC«X 


TPP 
X t\xr 


74 7 


3 


• 33^ 


ft 
o 


7 R4 
. ^ 3fx 


10 


, 209 


1 


. 00 


22 . 


, 09 


ATOM 


X 3 Xrx 


077 


TPP 
X Kir 


74 7 
^ fx / 


3 


c;77 

• 3^ / 


Q 

o 


. O 3 3 


7 


. 723 


1 


. 00 


33 . 


21 


ATOM 


X 3 X 3 




TPP 

X ft XT 


747 
^ fx / 


3 


ft Q4 
. O 27fx 


O 


• 3 / O 




• 3 vfx 


1 


. 00 


23 . 


, 18 


ATOM 


X 3X O 


OU7 


TPP 


747 
^ fx / 


3 


771 

. # ^ X 


7 


. 27 O / 




. 538 


1 


. 00 


27 . 


. 77 




X 3 X / 




TP P 

X Krr 


7 4 7 
Z fi / 


X 


T 4 R 
. J ft 3 


*± 


7 ft Q 
. / O 27 


1 1 

X X 


R 7 7 

. 3 / / 


1 


00 


15 . 


01 




X 3 X o 




TPP 


7 4 7 


- n 


.3X3 


c 
3 


7 7ft 

. ^ 3 O 


11 


. 065 


1 


00 


16 


99 


ATOM 


X -3 X 27 




CCP 


7 4 ft 
^ fx O 


_ n ' 

X 


^;7 
. o o ^ 


4 


Q4 ft 

. 27 *± O 


12 


.8 60 


1 


. 00 


14 


4 5 


TV TT^fJf 


T c o n 
X3^ U 


OA 


CCD 


7 4 Q 
Z fi O 


_ n 
- u 


ft Q 1 
. O 2^ X 


c 
3 


7 71 
. / / X 


1 7 

X 3 


7 ft 4 
. / Oft 


X 


0 0 


12 


4 ft 


ATOM 


1521 


CB 


SER 


248 


-1 


. 533 


5 


.716 


15 


. 168 


1 


. 00 


13 . 


.86 


ATOM 


1522 


OG 


SER 


248 


-2 


.952 


5 


.797 


15 


.062 


1 


.00 


13. 


.99 


ATOM 


1523 


C 


SER 


248 


0 


.580 


5 


.370 


13 


.850 


1 


.00 


11, 


.77 


ATOM 


1524 


O 


SER 


248 


1 


.449 


6 


.225 


14 


.042 


1 


.00 


16, 


.52 


ATOM 


1525 


N 


VAL 


249 


0 


.865 


4 


.080 


13 


.681 


1 


.00 


11 , 


.99 


ATOM 


1526 


CA 


VAL 


249 


2 


.247 


3 


.581 


13 


.698 


1 


, 00 


8 . 


.92 


ATOM 


1527 


CB 


VAL 


249 


2 


,304 


2 


.027 


13 


.853 


1 


. 00 


11 . 


.36 


ATOM 


1528 


CGI 


VAL 


249 


3 


. 735 


1 


.528 


13 


.770 


1 


.00 


6 


. 01 


ATOM 


1529 


CG2 


VAL 


249 


1 


.674 


1 


.599 


15 


.181 


1 


. 00 


10 


.49 


ATOM 


1530 


C 


VAL 


249 


2 


.901 


3 


.985 


12 


.378 


1 


.00 


11 


. 02 


ATOM 


1531 


O 


VAL 


249 


4 


.125 


4 


.165 


12 


.291 


1 


.00 


7 


.81 


ATOM 


1532 


N 


GLY 


250 


2 


.065 


4 


.121 


11 


.351 


1 


.00 


6 


.91 



26/150 



FIG. lAA 



ATOM 


J. 3 ^ ^ 


OA 

^>-.A 


VjXj X 




2 


. 548 


4 ^ 


527 


10 . 


. 047 


1 


, 00 


5 . 


35 


ATOM 


1 R 7 d. 
X O J *x 


p 


GLY 


250 


2 


. 963 


5 . 


977 


10 . 


. 119 


1 , 


. 00 


4 , 


31 


TV TOM 


1 c; T c: 
J. 3 J 3 


o 


OT V 




4 


077 


o . 


J 0 0 


9 


. 724 


1 


. 00 


4 . 


22 


ATOM 


1 "5 ^ 
X D J O 


IN 


OVQ 


^ 3 X 


2 




c. 

o • 


799 


10 


678 


1 


. 00 


7 , 


44 


ATOM 


T c: 1 T 
X D J / 


OA 
l—A 


OVQ 


^ 3 X 


2 


1 9 
• J X ^ 


ft 

o • 


23 0 


10 


.8 56 


1 


. 00 


2 . 


00 


A TOM 


1 t; ft 
X 3 J O 




OYQ 
^ X o 


^ 3 X 


\ 


. 13 8 


8 . 


858 


11 . 


. 601 


1 


. 00 


2 . 


00 


ATOM 


X 3 J 7 




OYQ 


^ 3 X 


- 0 


. 474 


8 . 


661 


10 , 


.799 


1 


. 00 


2 . 


78 


ATOM 


X 3^ u 


o 


OYQ 
\^ X o 


^ 3 X 


3 


. 616 


8 . 


4 67 


11 , 


. 631 




. 00 


6 . 


97 


ATOM 

AX v/i"! 


X Ort X 


o 

\J 


OYQ 


^ 3 X 


4 


. 43 8 


9 ^ 


292 


11 . 


. 231 


1 


. 00 


12 . 


60 


ATOM 


X J *± ^ 


IN 


X J 1 Pi 


2 52 


3 


. 823 


7 ^ 


706 


12 


. 709 


1 


, 00 


7 . 


61 


a TOM 


1 A o 
X D fi J 


OA 
V^A 


X XjCj 


9 c o 
^ 3 ^ 


c 

3 


* VJ X 7 




.810 


13 


.556 


1 


. 00 


6 . 


09 


a TOM 


1 c: A 4 
X O rt *i 


OT3 


X XjCj 


9 o 
^ 3 ^ 


4 


R71 

. O / X 


D • 


950 


14 


.831 


1 


. 00 


4 , 


83 


ATOM 


X 31 J 


ooo 


TT TT" 
X XjHi 


9 R 9 




218 


6 


ft DR 

. 0 u 0 


X 3 . 


.530 


3_ 


. 00 


2 , 


00 


2VTOM 


T A 
X 31 D 


om 


X IjHi 


9 R 9 
^ 3 ^ 




7fl c; 
. / O 3 


7 


. 3 J 0 


X 3 


7"^ Q 

. / J j7 




. 00 


9 _ 


15 


ATOM 


X31 / 




TT T? 


9 R 9 
^ 3 ^ 


•3 


"5 ft 
• J o o 


o • 


^^1 ft 
• 0 X 0 


X 0 1 


, 876 


3^ 


, 00 


8 . 


65 


A TOM 


T A Q 
±3rl CS 


o 


TT TT 


i«S 3 ^ 


o 


97A 


n 

1 « 


*^ A Q 

> 0 1 7 


1 9 

X^ 1 


. 827 




. 00 


6 . 


13 


A TOM 


1 A Q 


o 
\J 


TT T? 


9 e; 9 
^ 3 ^ 


•7 


A ^ 
• J 4 3 


/ 4 


Q"? A 


1 9 
x^ 


• 17 0 X 




00 

• V V/ 


8 . 


25 


a TOM 


1 c c n 


KT 
iM 


MT?T 


9 

Z 3 J 


o 


1 A 7 
. X^ f 


D . 


9 

> ^ 33 


1 9 
x^ 


. v^ 0 0 




00 

. VJ V/ 


12 . 


21 


A TOM 


1 331 


o a 
L,A 


Mt?T 


O C "3 
Z 3^ 


■7 


9 tf^ n 


3 . 


7 0 0 


T 1 
X X 


. ^ ^ X 


X 


n n 


q 

-7 . 


• 3 X 


A TOM 

Ax vJIYl 


T C C O 
J. 3 3^ 


or» 


MI?T 
MCi i 


9 c: 
^ 3 J 


D 


ft A 


ft . 


"5 7 R 


X V 


A ft Q 

. 0 0 j7 


X 


on 

. VJ V/ 


12 . 


07 


A T/^M 


T tr c o 
± 3 3 J 




MITT 


9 c: T 
^ 3 J 


/ 


. 17 3 X 


-a 

^ . 


71 n 

. / X u 


Q 
«7 


. 27 X X 


X 


no 

. VJ VJ 


17 


77 


A TOM 


1 C C /I 


or» 
oU 


M"CT 


9 1 
^3 J 


1 


170 


^ , 


"3 A 


P 


ft Q R 
. 0 -7 3 


X 


• VJ VJ 


14 


25 


ATOM 


1 c c: c 


OT? 


MIPT 


^ 3 J 


Q 
O 


• !7 O X 


n 

X . 


7 OA 


P 


ADA 
. 1 U 1 


X 


on 

. VJ VJ 


2 


0 0 

, VJ VJ 


ATOM 


J.330 


v» 


MT?T 


9 1 
Z 3^ 


•7 


^^7 n 


o < 


^ ft ft 
• D 0 0 


X U 


9 n 

• ^ 3 


X 


on 

• VJ VJ 


0 < 


R*^ 

• 33 


ATOM 


±33 / 


o 
U 


MT7T 


9 

^30 


o 
D 


ft C 
• O 3 O 


o < 


QQ1 

> 7 7X 


X u 


• VJ 0 .9 


X 


on 

• \J VJ 


0 I 


. 83 


a TOM 

Ai un 


1 R c; Q 
X 33 O 


IM 


OT V 
VjXj X 


9 A 
^ 3fl 


f 
O 


^7 A 


•7 


9 1 
> ^ J X 


Q 

27 


• 33V/ 


X 


00 

■ VJ VJ 


7 _ 


RQ 

• 3 J7 


a TOM 
Al vJIYl 


1 R Q 
X 33 y 


OA 
V_A 


OT V 
vjXj X 


9 £^ A 
4& 3ft 


f 
D 


Q9 7 


p 


• X 7 0 


P 


A 77 
. 'X / 3 


1 

X 


00 

. VJ VJ 


Xf± • 


Q9 


a TOM 


T c n 
X 3 D U 


o 


OT V 


9 c; A 
Z 3 f± 


/ 


Q "7 

. 3i7 / 


Q 


A R*^ 
. *± 3 J 


Q 
-7 


. U X VJ 


X 


00 

• VJ VJ 


1 Q 

X -7 . 


R9 
. 3^ 


a TOM 


X 3 O X 


o 
Vj 


OT V 


9 A 
^31 


p 
O 


A A ^ 


X . 


OR 7 
• W 3 / 


P 


A C 

. 3 *± D 


]^ 


. 00 


22 


42 


a TOM 


X 3 b ^ 


IN 


OT TT 


9 c; CI 
^33 


1 


9 A 9 


Q 

-7 , 


ft 1 

• 0 X J 


X \J 


24 0 


1 


. 00 


15 


34 


ATOM 
A X yJVi 


X 3 O ^ 


OA 
^A 




9 R R 
^33 


7 


77Q 


X \J • 


Q7 R 

• 7/3 


1 0 

X \J 


994 


1 


. 00 


8 


. 43 


ATOM 


1 c^^A 
X30fl 




OT.TT 


9 

^33 


o 




X X i 


> ^ 0 3 


12 


. 124 


1 


. 00 


10 


. 24 


ATOM 


X303 


Ofl 


OT TT 


9 

^33 


•7 
/ 


1 fift 
• X D O 


1 9 

x^ . 


• 3 0 0 


1 9 
x^ 


ft'5 A 

• 0 3 ft 


1 

X 


00 

• VJ VJ 


0 < 


R'^ 
• 33 


ATOM 
Ax UIYl 


X 30 O 


on 


OT TT 


9 

^33 


o 


1 ft ft 

• X o o 


1 9 

X ^ 1 


7 Qft 


xo 


• 7 0 X 


1 

X 


00 

• VJ VJ 


Q 

0 1 


. 13 


ATOM 
A X \Ji*l 


X 3 D / 




OT .IT 


9 c; 

^33 


4 


Qft A 
. -7 0 1 


12 


. 54 2 


13 


.7 70 


3_ 


. 00 


11 


. 86 


a TOM 

Ai uiyi 


1 c: ^ Q 
X 3d O 


OT?"!? 


OT TT 
vjXjU 


9 c: c; 
Z 3 3 


D 


. O X o 


X J ■ 


9 A 1 


X 3 


n 7 A 

. Vi 3 rt 


X 


00 

• VJ VJ 


X V < 


. 77 


a TOM 
AX 


X 3o y 


o 


OT TT 


9 R 
^33 


Q 


9 1 Q 
. ^ X 17 


X VJ 


7 A 


1 1 
X X 


T Q 
. 3 D j7 


X 


00 

. VJ VJ 






a TOM 


X 3 / U 


o 
vJ 


OT TT 


9 R 
^33 


X u 


. U X U 


1 1 

X X 


7 0 


T 1 
X X 


. 3 VJ 3 


]^ 


00 

. VJ VJ 


7 


. 55 


a TOM 
Al UJYl 


X 3 / X 


IN 


MCT 
MCi i 


9 c; 
Z 3 D 




c;7 c^ 

.3/3 


Q 

j7 


A 7 R 
. *± / 3 


X X 


R ft A 
. 3 0 *± 


]_ 


00 

. VJ VJ 


1 0 


. 29 


ATOM 


X 3 / ^ 


OA 
L.A 


MCT 
Villi X 


9 C 
^ 3 D 


X u 


Q9 
. 27^ O 


Q 


* X 3 3 


1 9 

X ^ 


0 nft 
> VJ LI 0 


n 

X 


on 

. VJ VJ 


1 A 

X fx 1 


7R 
• / 3 


ATOM 


T C T O 
l3 / J 


OO 


MTPT 


9 cr £ 
^ 30 


X X 


n n 

. UU3 


•7 


7 9 


T 9 


RCI 
. 30X 


1 

X 


n n 

. VJ VJ 


1 R 

X3 . 


7n 

■ / VJ 


ATOM 


"1 CIA 

X3 /4 




MCT 


9 

^ 30 


X u 


•5 nft 
. ^ U o 


"7 


. 3 OU 


Xo 


Q1 ft 


X 


on 

• VJ u 


1 7 

X / 1 


An 

. ft VJ 


A TOM 


X3 /3 


or^ 
oU 


MT7T 
Mill 


9 C 
^30 


X u 


. U Z7 X 


3 


ft Cft 
.000 


1 A 
Xfi 


R Rl 
. 3 3 X 


X 


on 

. VJ VJ 


9 n 

^ VJ . 


9*? 


A TOM 


T C "7 C 

X 3 / b 


017 


M'CT 
Mllj i 


O C 
3 O 


X X 


. O D i7 


3 


R 77 
. 3 / / 


X 3 


1 A 
. X ft 3 


X 


0 0 

. VJ VJ 


3 


n A 

. VJ ft 


A TOM 


T C T T 
X3 / / 


L 


M'CT 
Mill 1 


o c: ^ 
Z 3 O 


X X 


Q ft Q 


Q 


ft 

. ^ b 0 


X u 


ft R A 
. 0 3ft 


X 


0 0 

. VJ VJ 


X 3 


9 0 
. ^ VJ 


A TOM 


X 3 / o 


o 

O 


M'CT 

Mli 1 


o c ^ 
i<S 3 D 


X J 


n c; 
. U b 3 




7 n 
. b / U 


1 1 

X X 


n c Q 
. u 0 


X 


0 n 

. V/ VJ 


1 R 
X 3 


0 c 

. VJ D 


ATOM 


1579 


N 


VAXi 


257 


11 


D O 
. J O J 




0 0 C 

. ^ ^ b 


Q 


c "3 n 
. b 3 U 


X 


. u u 


T ft 

X 0 


9 9 


ATOM . 


1580 


CA 


VAL 


257 


12 


.204 


9 


.418 


8 


.436 


1 


. 00 


17 


.33 


ATOM 


1581 


CB 


VAL 


257 


11 


.888 


8 


.413 


7 


.292 


1 


.00 


10 


.85 


ATOM 


1582 


CGI 


VAL 


257 


12 


.854 


7 


.265 


7 


.338 


1 


.00 


16 


.21 


ATOM 


1583 


CG2 


VAL 


257 


10 


.486 


7 


.908 


7 


.389 


1 


.00 


7 


.85 


ATOM 


1584 


C 


VAL 


257 


12 


.095 


10 


.834 


7 


.884 


1 


.00 


18 


.77 


ATOM 


1585 


0 


VAL 


257 


13 


. 087 


11 


.405 


7 


.432 


1 


. 00 


22 


. 01 


ATOM 


1586 


N 


ARG 


258 


10 


. 902 


11 


.414 


7 


. 950 


1 


. 00 


17 


.51 


ATOM 


1587 


CA 


ARG 


258 


10 


. 687 


12 


.761 


7 


.447 


1 


.00 


22 


.55 


ATOM 


1588 


CB 


ARG 


258 


9 


.202 


12 


. 972 


7 


. 127 


1 


.00 


22 


.92 


ATOM 


1589 


CG 


ARG 


258 


8 


, 928 


14 


.159 


6 


.230 


1 


. 00 


22 


.96 


ATOM 


1590 


CD 


ARG 


258 


7 


.457 


14 


.274 


5 


.883 


1 


.00 


28 


.64 


ATOM 


1591 


NE 


ARG 


258 


7 


.054 


13 


.466 


4 


.727 


1 


.00 


28 


.26 



27/150 




FIG. IBB 



a TOM 


X 3 7 ^ 




ARG 


258 


5 , 


796 


13 . 


362 


4 . 


. 296 


1 . 


00 


26 . 


76 


TV TOM 


X I> 17 J 


NHl 


ARG 


258 


4 . 


824 


14 . 


004 


4 , 


. 930 


1 . 


00 


28 . 


87 


ZVTOM 


X O I? *± 


NH2 


ARG 


258 


5 . 


509 


12 . 


661 


3 . 


, 207 


1 . 


00 


24 . 


96 


a TOM 


1 Q c 
X 3 o 


p 


ARG 


258 


11 . 


173 


13 , 


806 


8 . 


. 456 


1 , 


00 


25 . 


86 




X ^ o 


o 


ARG 


258 


11 . 


658 


14 . 


870 


8 . 


. 070 


1 . 


00 


32 . 


18 


ATOM 


1 RQ7 

X ^ Z7 / 


N 


HIS 


259 


11 . 


109 


13 . 


446 


9 . 


. 740 


1 . 


00 


24 . 


12 


ATOM 


X 3 7 O 




HIS 


259 


11 . 


494 


14 . 


313 


10 . 


. 857 


1 . 


00 


22 . 


37 


ATOM 


X 3 17 7 




HIS 


259 


12 . 


851 


14 . 


986 


10 < 


. 603 


1 . 


. 00 


21 . 


43 


ATOM 


X D U 




HIS 


259 


14 . 


019 


14 . 


066 


10 . 


. 746 


1 , 


, 00 


18 . 


22 


ATOM 


1601 


CD2 


HIS 


259 


15 . 


287 


14 . 


145 


10 . 


.278 


1 . 


. 00 


24 . 


02 


ATOM 


1602 


NDl 


HIS 


259 


13 . 


946 


12 . 


882 


11 , 


. 446 


1 . 


. 00 


16 . 


87 


ATOM 


1603 


CEl 


HIS 


259 


15 . 


114 


12 . 


273 


11 . 


. 405 


1 . 


. 00 


22 . 


04 


ATOM 


X D vj *± 


IN 


n X o 


25 9 


15 . 


94 7 


13 . 


017 


10 


. 703 


1 , 


.00 


2 0 . 


47 


ATOM 


1 n ^ 
X o u o 




n X o 


9 R Q 

^ J -7 


10 . 


438 


15 . 


3 66 


11 


. 158 


1 . 


. 00 


22 . 


70 


ATOM 


X w V Q 


O 


HIS 


259 


10 . 


588 


16 . 


154 


12 


. 093 


1 . 


. 00 


25 . 


27 


ATOM 


1607 


N 


LYS 


260 


9 , 


, 369 


15 . 


367 


10 


.368 


1 < 


. 00 


17 . 


40 


ATOM 


1 c n ft 
X o u o 


r'A 

\^A 


T.YQ 
Xj X O 


9fi0 

^ O w 


a 

o < 


294 


16 . 


332 


10 


. 524 


1 , 


. 00 


16 . 


56 


ATOM 


X O U 17 


OR 


Xj X O 


9fi0 

Z D V/ 


Q 

O < 


265 


17 . 


268 


9 


. 312 


1 . 


, 00 


19 . 


39 


ATOM 


X D X u 




Xj X O 


9 n 

Z O 


Q 
-7 ■ 


,62 6 


17 . 


6 63 


8 


. 747 


1 . 


. 00 


20 . 


30 


ATOM 


X O X X 


on 


T.VQ 
i-J X o 


260 


9 _ 


443 


18 . 


546 


7 


.519 


1 . 


. 00 


28 . 


30 


ATOM 


X O X ^ 


OTJ" 

V_ Hi 


Xj X o 


26 0 


10 . 


776 


18 . 


964 




. 903 


1 , 


. 00 


3 1 . 


46 


ATOM 


X O X .3 


JN^ 


Xj X o 


9 n 
z o u 


1 n 

X u < 


.589 


1 9 . 


953 


5 


.8 01 


1 


. 0 0 


3 6 . 


52 


ATOM 


X O Xrt 




T.VQ 
Xj X o 


9 n 

Z O V 


(Z 
o • 


Q R9 


15 . 


613 


1 0 


.6 08 




. 00 


19 . 


3 3 


ATOM 


X O X 3 


\J 


Xj X o 


9 n 

Z O V 


6 . 


770 


14 . 


556 


10 


. 000 


1 , 


. 00 


17 . 


65' 


ATOM 


X O X o 


XN 


ILE 


261 


5 . 


. 996 


16 . 


201 


11 


. 326 


1 , 


. 00 


17 . 


62 


ATOM 
AX \JI*1 


XO X / 


OA 


X XjCj 


^ O X 


A 
t 1 


• o o o 


X «7 A 


602 


11 


. 449 


1 , 


. 00 


14 . 


19 


ATOM 


X O X o 


OR 


X XjIL 


Z O X 


•a 

o • 


• O 7 w 


16 , 


442 


12 


.337 


1 


. 00 


7 . 


20 


ATOM 
/\X kJlYl 


X O X 




X XjHi 


9^; 1 
Z O X 


2 


97 Q 


15 . 


8 54 


12 


. 3 04 


1 


. 0 0 


2 , 


00 


ATOM 


X O ^ VJ 


om 


X XjHi 


9*^ 1 

Z O X 


4 


,196 


16 . 


4 73 


13 


. 784 


1 


. 00 


10 . 


49 


ATOM 


X O ^ X 


oni 
^ux 


X LjUt 


9 1 

Z O X 


3 


,166 


16 . 


9 93 


14 


.778 


1 


. 00 


3 . 


19 


ATOM 
AX kJrl 


1 9 
X ^ 




XXjCi 


9 1 

Z O X 


4 


• w Q O 


15 , 


4 34 


10 


.061 


1 


. 00 


15 . 


65 


ATOM 


XO^ J 


o 


XXjCj 


261 


3 


. 865 


16 . 


,4 01 


9 


.332 


1 


. 00 


15 , 


94 


ATOM 
A X 


X O ^ 1 


XN 


T.T?TT 


262 


3 


. 764 


14 , 


. 183 


9 


. 736 


X 


. 00 


16 . 


, 99 


ATOM 


X O ^ 3 


OA 

^A 


LEU 


262 


3 


.193 


13 . 


.773 


3 


.460 


1 


. 00 


16 . 


. 61 


ATOM 


1 9 
X o ^ o 




LEU 


262 


2 


.889 


12 . 


, 272 


8 


. 519 


1 


. 00 


14 . 


, 07 


ATOM 
A X KJl'l 


162 7 




LEU 


262 


3 


. 555 


11 , 


,337 


7 


. 510 


X 


. 00 


11 , 


. 45 


ATOM 
A X KJVl 


1 <^ 9 P 
X o z o 


oni 


Xj Hi vj 


9 9 
z o z 




• vox 


11 


2 92 


7 


.728 


X 


. 00 


7 , 


. 82 


ATOM 


1 ^^9 Q 

X O Z 17 


CD2 


LEU 


2 62 


2 


. 931 


9 ^ 


.958 


7 


.63 8 


X 


. 00 


3 , 


. 94 


ATOM 
A X \Jri 


X O J u 


^— 


T.PTT 


2 62 




. 93 0 


14 . 


. 541 


8 


.025 


X 


. 00 


19 , 


. 12 


ATOM 
A X 


X O ^ X 




XjCjU 


9fi9 
^ o z 


1 

X I 


RPf=; 
> o o o 


X «I . 


. 071 




. 909 


X 


. 00 


20 . 


, 84 


ATOM 
A X yJiyi 


1 9 
X D ^ ^ 


KT 
iM 


xrtlCi 


4£ O .J 




> 27 U j7 


X^ 1 


> ^ / X 


8 


. 877 


X 


. 00 


19 . 


. 61 


ATOM 

AX 


X D J O 


OA 
^A 




9fi*^ 

^ 0 .3 


- 0 


. J ^ rt 


15 


. 263 


8 


. 556 


1 


. 00 


19 . 


. 23 


ATOM 
AX VJI*! 


X O J 


OR 




Z O J 


_ ^ 


. 1 27 O 


14 


, 264 


8 


, 419 


X 


. 00 


20 . 


. 11 


AX KJiyi 


X O J 3 


OO 




9 "5 
Z D ^ 


X 


1 9'? 
. X ^ o 


1 9 

X ^ . 


Q Q1 

. 27 27 X 


7 


. 714 


X 


. 00 


3 1 . 


, 62 


A X \Jl*l 


X O J o 


om 


DMT? 






• O 27 VJ 


12 


.9 76 




343 


X 


. 00 


32 . 


. 52 


AX Ufl 


T C "3 T 
X O J / 


or^9 


DT-TT? 


9 

Z D J 


X 


fi n 7 


X X . 


R o o 
. o u u 


p 
o 


4 9 R 


X 


. 00 


32 


. 72 


ALUM 


X O J O 


L-JciX 


DUX? 


9 d 




. o 


X X 


7 P R 


cz 


R R 
. O O Zj 


X 


- 0 0 


3 1 


61 


ATOM 


1639 


CE2 


PHE 


263 


-0 


.655 


10 


. 606 


7 


.784 


1 


. 00 


31 , 


.76 


ATOM 


1640 


cz 


PHE 


263 


-0 


.418 


10 


.600 


6 


.407 


1 


.00 


27 , 


.52 


ATOM 


1641 


c 


PHE 


263 


-0 


.714 


16 


.277 


9 


.643 


1 


.00 


21 


.98 


ATOM 


1642 


O 


PHE 


263 


-1 


.630 


16 


.035 


10 


.434 


1 


.00 


24 


.79 


ATOM 


1643 


N 


PRO 


264 


-0 


.020 


17 


.428 


9 


.690 


1 


.00 


22 


.78 


ATOM 


1644 


CD 


PRO 


264 


1 


.169 


17 


. 776 


8 


.894 


1 


. 00 


22 


.19 


ATOM 


1645 


CA 


PRO 


264 


-0 


.297 


18 


.467 


10 


.693 


1 


. 00 


24 


.13 


ATOM 


1646 


CB 


PRO 


264 


1 


. 035 


19 


.210 


10 


.774 


1 


. 00 


21 


.59 


ATOM 


1647 


CG 


PRO 


264 


1 


.478 


19 


.199 


9 


.349 


1 


. 00 


23 


.37 


ATOM 


1648 


C 


PRO 


264 


-1 


.456 


19 


.396 


10 


.319 


1 


. 00 


24 


.33 


ATOM 


1649 


O 


PRO 


264 


-1 


.250 


20 


.502 


9 


.817 


1 


.00 


28 


.26 


ATOM 


1650 


N 


GLY 


265 


-2 


.674 


18 


.939 


10 


.587 


1 


.00 


23 


.20 



28/150 



i0/5OlOOE 



PIG. ICC 







oa 


m V 


^ O 3 




ft^n 
, o o u 


1 Q 
X 7 


. 716 


10 


. 276 




00 


31 . 


03 


a TOM 






V3iJ X 


^ O P 


-4 . 


,3 02 


20 


. 680 


11 


. 3 61 




00 


37 . 


14 




1 ^ "3 


o 


OT V 


9 <^ 
^ O P 


-4 


P / -7 


2 0 


. 2 64 


12 


.488 


\ ^ 


00 


3 9 . 


17 


A "POM 


T ^ A 


M 




^ o o 




. *» *J *± 


2 1 


. 27 0 X 


1 1 


. 007 




00 


3 9 . 


70 


ATOM 


1 c; c: 
J. D D D 


CA 




^ o o 




ftl 

. O X o 


9 

Z J 


. V X J 


11 


. 933 


\ ^ 


0 0 


3 8 . 


28 


ATOM 


X D D O 






^ o o 


-4 . 


703 


24 


. 374 


11 


. 255 


1 , 


00 


4 0 . 


99 




J. O 3 / 


or; 




^ o o 


-3 . 


263 


24 


. 775 


10 


. 975 


1 . 


00 


47 . 


16 


ATOM 


1 ^C^R 
X 03 D 


on 




^ o o 


_ •> 
.J • 


171 


z 0 


. 160 


10 


.337 


1 , 


00 


50 . 


, 47 


ATOM 


X O 3 7 




APO 

Al\.V7 


^ o o 


-2 . 


047 


26 


. 921 


10 


. 877 


1 . 


00 


52 . 


30 


ATOM 


X D O U 




APO 
ArcLj 


^ o o 




> / o o 


z 0 


.819 


10 


.461 


1 , 


00 


54 . 


, 85 


A TOM 


X O D X 


i\rix 


AP(^ 
ArtVjr 


^ o o 




,462 


9 

z ^ 


.988 


9 


. 476 


1 ^ 


00 


54 . 


82 


ATOM 


X o o ^ 




APr^ 


^ o o 




> X o 


2 7 


. 52 8 


11 


. 061 


1 ^ 


00 


55 . 


46 


ATOM 


X O O J 


o 


Apn 


o o 


- 6 


212 


22 


845 


12 


527 


1 , 


00 


4 0 . 


23 


ATOM 


X O D ft 


o 


APO 


9 

^ o o 


o < 


500 


23 


1 Q9 

. 0 27^ 


13 


. 5 94 


1 ^ 


00 


42 . 


3 1 


ATOM 


X o o 3 


M 


AQD 
AO It 


^ O / 


/ . 


n7Q 


9 9 
z z 


1 1 
• X X .7 


11 


. 0 z 7 




00 


3 9 . 


, 95 


ATOM 


X oo o 


oa 


A QD 


^ o / 


- ft 

O 1 


> ^ ^ p 


91 

Z X 


• 000 


12 


. 291 


1 ^ 


00 


3 6 . 


. 79 


A TOM 


X oo / 




ACT? 

AO XT 


^ O / 


- Q 


ftl 

t J O JL 


9"^ 
z 0 






. 933 


3_ ^ 


00 


42 , 


. 01 


A TOM 


X oo o 




A QO 

AO XT 


9^^ "7 
^ O / 


- Q 


> Z P P 


97 

Z J 


. P v/*± 


1 0 

X w 


. 475 




00 


42 , 


. 09 


ATOM 
Ai UIYl 


T <r Q 

X D D y 


om 


A QP 
Aof 


9 '7 
Z O / 


-in 
X u . 


9 "5 

• Z O i.3 


9 

Z J 


. ri Z W 


Q 

27 


.734 




0 0 


3 7 


79 


ATOM 
Ai UlYl 


X D / U 


ono 


A QP 
AO Jr 


9 


o . 


1 *? 1 
. X / X 


9 

Z J 


. 27 27 / 


1 n 

X KJ 


n R4 


1 . 


0 0 


42 


4 0 


A TOM 
Ai UiVl 


X b / X 


L. 


A OP 

Aof 


z b / 


- o . 


Q P Q 

. i7 o i7 


9 n 
z u 


. P ^ X 


1 1 

X X 


7 7 <^ 


X . 


n n 

VJ VJ 


"X A 


> 0 ^ 


A TOM 


Xo 


u 


A CD 
Ao It 


Z b / 


- p 

" o . 


9 ^ R 

. z b P 


1 Q 
X 17 


7 7 ^^ 
. / / 0 


1 1 

X X 


1 9 n 

. X Z \J 


T 

X • 


on 

VJ VJ 


p p < 


42 


ATOM 


lo / J 


JN 


ATA 

AXiA 


O £ Q 

z b o 


- X u . 


9 c; "7 
. Z P / 


9 n 
z u 


. z ^ P 


1 9 
X z 


n 7 "5 


n 

X . 


n n 

\J VJ 


P X • 


<^9 
. 0 z 


ATOM 


Xo 


oa 

L.A 


AXiA 


9 c a 
zoo 


-in 

~ X U c 


Qni 


1 ft 
xo 


QQQ 
• 27 27 27 


X X 


• 0 P27 


X . 


nn 

VJ VJ 


0 


^^4 
• o** 


ATOM 


T C 

Xo IZ> 


Ota 


AT A 
AXiA 


9 C Q 

zoo 


- 1 9 

~ xz , 


"5 '7 


1 ft 
X 0 


. 7PP 


1 9 
X z 


1 ftft 

• X 0 0 


X • 


nn 


z 0 • 


• p / 


ATOM 


T etc 

Xo /O 


\^ 


ATA 

AijA 


zoo 


-in 

~ X U c 


on*? 

. i7U / 


1 ft 
xo 


ft t^9 
. 0 PZ 


1 n 

X u 


1 "Ift 
. XP 0 


X . 


nn 

U VJ 


9 
p z < 


R9 

> PZ 


ATOM 

Ai UlYl 


xo / / 


o 


AT A 
AXiA 


9 ^ fi 
ZOO 


-in 

X \J . 


> / 0 z 


1 7 
X / 


74. <^ 


q 

27 


. P 27 27 




nn 

U VJ 


28 


70 


ATOM 

Al UlYl 


X O / O 


iN 


X Xtni 


9 Q 

z b i7 


- 1 1 

XX. 


. U X *± 


X j7 


. 27 27 *± 


Q 
2? 


. *» D U 




n n 

U VJ 


3 3 


35 


ATOM 


X D / y 


oa 

L,A 


X XiCj 


9 Q 

Z O J7 


- 1 1 


n R c; 
• w P P 


9 n 
z u 


n7i 


P 


.003 




0 0 


2 6 


07 


ATOM 
Ai UlYl 


n *r Q n 
X D O U 


OQ 


TIT 
X Xilli 


9 Q 
Z b ^ 


- 1 1 
XX. 


7 n R 

. /UP 


9 1 
Z X 


Q P 
. ,3 27 0 


-7 
/ 


R Q R 

. Z3 27 IJ 


X • 


n n 

VJ VJ 


24 


. 01 


ATOM 
Ai UIYl 


X O O X 


ooo 


T T "C 
X XlCi 


9 Q 
Z O ^ 


— 1 1 

X X < 


*^i 4 

> 0 X'x 


9 1 
Z X 


1 n 

. 0 X V 


0 


nft 7 

• V 0 / 


]_ ^ 


n n 

VJ VJ 


24 


. 76 


ATOM 

Ai \jn 


xoo^ 


onii 

V^V3X 


TT T? 
X XiCi 


9^; Q 
Z O 7 


- 1 


1 4.Q 


91 

Z X 


4 m 

. 1 U .3 


Q 
0 


1 nR 


_ 


0 0 


2 5 


. 34 


A TOM 
Ai VJIri 


X O O J 


om 




9 Q 
Z O ^ 


- 1 "5 

X J . 


7ft 
• r 0 P 


99 
z z 


767 
• / 0 J 


Q 
0 


1 QQ 

• X 27 27 


1 

X • 


VJ V/ 


9 0 

Z VJ 1 


. 60 


ATOM 


X O Oft 


o 




9 ^ Q 
Z O 7 




^ft 9 
. 0 0 Z 


1 Q 

X i7 


Q97 

• 27 Z / 




. J 0 f 


1 _ 


00 


2 0 


, 53 


ATOM 


1 C P 
X D O D 


o 




9 Q 
Z O ^ 




4 Q9 

. J7Z 


1 Q 
X 2f 


. X 0 J 


0 


4 

• ^ P 27 


X ■ 


00 


9 0 
Z w < 


• 27X 


A TOM 

Ai KJiyi 


n £r p 
X D O D 


IN 


A QD 
AOf 


9*7 n 
Z / U 


- ft 
o 


71 

. / X 0 


9n 
z u 


• 0 P 27 


7 


QOI 

. 27 ^ X 


^ 


00 
yj VJ 


21 


, 56 


A TOM 

A i iJin 


X D O / 


VwA 


A QP 
Ao tr 


9^0 
Z / U 




0 

. 0 p J 


9 n 

Z 


• 0 P z 


7 


QP 

. 3 27 0 


1 . 


nn 

VJ VJ 


2 0 


. 4 8 


ATOM 
A i KJl^l 


T (ZOO 
X O O O 




A QP 
AO tr 


9 '7 n 
z / u 


D 


. P ^ X 


9 1 

Z X 


77 =^ 
. / P P 


O 


n R7 


1 


0 0 


2 0 


. 75 


ATOM 
A i vjl*! 


X o o y 


OO 


A QP 
AO ir 


9 n 

z / VJ 




9 n c; 

. Z U P 


9 1 

Z X 


Q7n 

. 27 / \J 


7 


.3 66 


1 . 


0 0 


23 


. 84 


ATOM 
A i UlYl 


icon 
X o y u 


om 


A CP 
Aor* 


9^0 

z / u 


~ p 


17 9 
. X / z 


9 1 

Z X 


Qft ^ 

. 27 0 0 


0 


11*^ 

. X X 3 


]_ ^ 


n n 

U VJ 


9 ft 

z 0 . 


. 48 


ATOM 


1 CQ1 

±oy± 


OT^O 


A CTa 


Z /U 


— A 


1 Q9 
. X7Z 


9 9 
ZZ 


1 *^9 
. X OZ 


Q 
0 


n77 


X . 


nn 


z / . 


7ft 

> / 0 


A TOM 

AiUM 


X074C 




A CP 

Aolr 


9 T n 
Z / U 


- O 


£ fi 
• OOP 


1 Q 
X 27 


9 on 

• Z 27U 


■7 


^4 n 

. Ore V 


n 

X • 


nn 


9 

z P . 


ft7 
. 0 / 


ATOM 


1 £ O "3 
X07 J 


\J 


A OP 
Aof 


O T rt 

z / u 


_ C 


7 n Q 
. / U i7 


1 Q 
Xo 


Q£9 
. 27 0 Z 


0 


Q 71 
. 27 / X 


n 

X . 


nn 

VJ \J 


99 
z z 


Q4 

. 27*± 


A TOM 


1 O >! 

X b y ^ 




OT "NT 


9 T T 
Z / X 


/ 


1 p 
. X 0 P 


1 P 

X 0 


R 94 
. PZ^i 


p 


<^ 1 n 

. 0 X VJ 


n 

X . 


n n 

VJ VJ 


2 7 


P7 


A TOM 


1 ^ o c 

Xby b 


OA 

L,A 


OT TvT 


Z / X 


- b 


. b X X 


X / 


. Z X J 


Q 


Q 1 7 
. y X / 


X . 


n n 

U VJ 


9 

z 0 


1 R 
. X P 


ATOM 


Xby b 


OD 


OT M 


Z / X 


'-I 
- / 


. Z Z O 


1 ^ 

X b 


. b-5fi 


1 n 
X u 


9 n n 
. z u u 


X . 


n n 

VJ VJ 


9 Q 
Z 27 


. p p 


TV T'/^K/T 

ATOM 


1697 


CG 


GLN 


271 


- b 


c £r n 
. Pb U 


X P 


0 >i /I 
. J 4 4 


T n 
X u 


C P 

• bop 


X . 


n n 


J VJ 


1 n 
. X u 


ATOM 


1698 


CD 


GLN 


271 


-5 


. 054 


15 


.469 


10 


,11^ 


1. 


00 


33 


.24 


ATOM 


1699 


OEl 


GLN 


271 


-4 


.317 


14 


.813 


10 


.03 8 


1. 


00 


30 


.97 


ATOM 


1700 


NE2 


GLN 


271 


-4 


.588 


16 


.345 


11 


.655 


1. 


00 


36 


.55 


ATOM 


1701 


C 


GLN 


271 


-6 


.800 


16 


.227 


7 


.766 


1. 


00 


23 


.40 


ATOM 


1702 


O 


GLN 


271 


-5 


.843 


15 


.587 


7 


.330 


1 . 


00 


17 


.83 


ATOM 


1703 


N 


TRP 


272 


-8 


. 032 


16 


.126 


7 


.270 


1. 


00 


21 


.41 


ATOM' 


1704 


CA 


TRP 


272 


-8 


.352 


15 


.221 


6 


. 174 


1 . 


00 


21 


.27 


ATOM 


1705 


CB 


TRP 


272 


-9 


. 862 


15 


.184 


5 


. 944 


1. 


00 


25 


. 91 


ATOM 


1706 


CG 


TRP 


272 


-10 


.320 


14 


.231 


4 


. 855 


1. 


00 


34 


. 96 


ATOM 


1707 


CD2 


TRP 


272 


-10 


.216 


12 


.790 


4 


.856 


1. 


00 


37 


.63 


ATOM 


1708 


CE2 


TRP 


272 


-10 


.864 


12 


.322 


3 


.684 


1. 


,00 


39 


.04 


ATOM 


1709 


CE3 


TRP 


272 


-9 


.645 


11 


.857 


5 


.733 


1, 


00 


36 


.23 



29/150 



FIG • IDD 



TV TOM 


T "71 r\ 
X / ^ u 








XX* 


001 

W W X 


14 


• ^ w 7 


3 , 


. 706 


1 _ 


. 00 


34 


.40 


A "POM 


1 "71 1 

X / X JL 


IN III X 


X I\.£r 


010 
z / z 


- 1 1 

XX* 


■J J J 


X ^ 


.420 


3 , 


, 004 


1 , 


. 00 


34 


, 42 


A 1 y^rl 


X / X 4^ 


07 0 


X rtir 


1 £t 


-in 

X u . 


QR4 


1 0 

X \J 


• 7 3 u 


3 , 


3 73 




. 00 


38 


. 88 


ATOM 


X / X J 




X rctr 


Z / Z 




7"^ 


1 0 

X w 


. 504 


5 


.4 27 




. 00 


33 


. 3 6 




1 ^ 1 A 
X / X^ 




X rCf 


z / z 


X VJ . 


7 ft 

J O 3 


1 n 

X VJ 


n fi7 

. VJ Q O 


4 


2 57 




. 00 


3 7 


. 17 




X / X 3 


o 


TPP 

X rdr 




_ 7 ^ 




15 


. 626 


4 ^ 


. 887 




. 00 


23 


. 52 




X / X O 


o 
\J 


TPD 




_ 7 ^ 


1 0 

< X.J u 


14 


. 774 


4 , 


. 165 


1 


. 00 


25 


. 26 




X / X / 


XT 


AoJN 


Z / .3 




t;7*; 

> 3 / O 


X o 


Q7 0 

• Z7 O U 


4 


• O .3 ^ 




. 00 


24 


- 61 




X / X O 


oa 


AoJN 






Q4 7 


1 7 

X / 


44 Q 


7 


424 




. 00 


20 


. 66 


AT" AM 


1 '71 Q 
X / X ^ 




AOiN 


At 1 ^ 


- 7 . 


186 


18 


. 954 


3 . 


. 2 90 




. 00 


22 


.38 




1 "7 o n 
X / ^ u 




AOIM 




- fi 

o . 


fi9 

O ^ 3 


1 9 


.285 


2 


.93 9 




. 00 


22 


. 57 


ATOM 


X / 4^ X 


om 


ASN 




- 9 . 


275 


18 


.551 


2 


. 192 


1 


. 00 


16 


. 68 


a TOM 


X / z ^ 




AOIN 




_ Q 
17 • 


I X 


9 n 


7 ft Q 


3 


.480 


1 


. 00 


19 


. 51 


ZiTOM 
r\. 1 KJVl 


1 T 9 
X / Z J 




AOiN 


9 7 7 




4 Q 
. *± o 


1 7 


. X 3 O 


3 


. 3 94 




. 0 0 


18 


. 46 


A TOM 


X / Z 1 


o 

\J 


AOIN 


97'^ 


-4 . 


893 


16 


. 944 


2 


.326 


1 


. 00 


24 


. 72 


A TOM 


1 "70 
X / ^ 3 




T.VQ 
Xj X o 


on A 


-4 


n4 Q 


1 7 
X / 


• X 3.3 


4 


> 3 O .7 


1 


. 00 


17 


. 40 


ATOM 


X / 4^ o 


oa 

^A 


T.VQ 
Xj X O 


974 


_ o 


49^ 


1 

X o 


• o o o 


4 


• O O X 


1 


, 00 


20 


. 54 


A TOM 


T T "5 T 
X / 




T.VQ 
Xj X O 


97 J. 


^ . 


Q4 ^ 


1 7 

X / 


T 9fi 

* X ^ D 


fi 

o . 


117 




. 00 


24 


. 00 


A TOM 


T "7 O Q 
X / ^ O 


oo 


T VQ 
Xj X O 


9 74 




p 9 n 

. O ^ VJ 


1 ft 
X o 


n 

. O VJ D 


O ■ 


4 Qn 

. *± J7 VJ 




. 00 


2 3 


. 91 


A TOM 


1 T O O 




T VC 
Xj X O 


9 


X . 


c;7 n 


T Q 

X j7 


9 9 Q 
.AAj 


3 


ft on 

. O 7 VJ 


1 

X 


o o 

. VJ VJ 


7 1 

3 X 


. D 7 


a TOM 


1 "7 "3 n 

X / J U 




T.VQ 
Xj X O 


9 74 


X « 


4 9 Q 


9 n 


. 711 


6 


.242 


]L 


. 0 0 


3 6 


. 12 


A TOM 


1 "7 "a T 
X / J ± 


KT'7 


T VC 


9 7 A 


" A . 


"5 Q C 

, J i7 D 


9 1 
A X 


ft 1 
. 3 O X 


c; 
3 


c; n4 

. 3 VJ*± 


1 

X 


o o 

. VJ VJ 


7 Q 

3 7 


ft 
« O O 


ATOM 


X / .3 ^ 


/-I 


T VG 
Xj X O 


9 74 




T 7 n 

, X / u 


X 3 


4 n 1 

. ft U X 


A 
r± 


7 n 1 

. J VJ X 


X 


n n 

. VJ VJ 


1 Q 

X 7 


Q4 

. 7 *± 


A TOM 


T "7 

X / J J 


\J 


T VQ 


9 74 
^ /ft 




> u^x 


T 

X 3 


• VJ 3 O 




ft 1 R 
. O X 3 


X 


0 0 
* u u 


1 7 


R7 

• 3 / 


ATOM 

Al vJlYl 


T "7 "5 
X / J*t 


XT 


VAIj 


9 "7 C 


-. 4 


> xoo 


1 4 
Xft 


• 3 O X 


A 

*± , 


oo 
. 3 VJ \J 


X 


oo 

. VJ VJ 


91 

^ X 


90 


ALUn 


X / J b 




VAXj 


O T C 




. X03 


X.3 


1 9Q 
. XZ 7 


A 

ft . 


1 

. X 73 


X 


OO 


91 

4b X 


99 
* AA 


A TOM 

AiUM 


± / J D 


oo 


VAXi 


O "7 C 


_ c 


. ZD u 


1 9 
X Z 


7 C 
. ^ 3 D 


A 
ft 


Q47 


X 


oo 

. VJ VJ 


97 


74 


ATOM 


T '7 O T 
X f 6 / 


L.OX 


TTA T 
VAij 


O T K 


- D . 


, Zfl y 


n n 
X u 


ft 7 
. O O .3 


/I 
ft 


7 n 

. 3 / U 


T 
X 


n n 

. VJ VJ 


9 4 


.33 


A T/^M 
Ai UlVl 


X / -5 O 


oo o 


\Ttk T 

VAJ-i 


O T C 




inn 
. xu u 


1 9 
X z 


7 

. 3 J 3 


£: 
o 


4 c;n 

. ft 3 VJ 


X 


n n 

. VJ VJ 


9 1 
^ X 


ft ^ 

. o o 


A TOM 

A J. UM 


T O Q 

X / J y 


L. 


\f ai 
V AJj 


O T C 


_ A 
~ ft . 


94 <^ 

. Z ft O 


T 9 
X A 


ft 9 9 
. o z z 




^ Q c; 


T 
X 


n n 

. VJ VJ 


1 Q 

X 7 


4 9 


A TOM 


X /*l U 


r\ 
\J 


VAXj 


9 7 




"7 91 
, OAA. 


n 9 

X A 


9 c;ft 
* Z 3 O 




1 ne^ 

. X VJ3 


X 


on 

. VJ VJ 


1 Q 

X 7 


ft ^ 

. o o 


A TOM 


T "7 A 1 
X / X 


XT 

JN 


XXjCi 


97*^ 




> J o o 


X J 


• X 7 3 


9 


07ft 
. \J / o 


X 


00 

. V./ VJ 


1 S 

X 3 


77 

. 3 / 


A TOM 


T "7 A O 
X /4Z 


oa 
L.A 


TT T? 
XXjCi 


9 7 C 




. DO X 


1 9 
X Z 


Q4 Q 
* i7ft i7 


VJ 


. O 33 


X 


oo 

. U VJ 


1 n 

X VJ 


70 


A TOM 


T "7 A "5 
X /^J 


on 


TT T? 


9 7 C 




n9 n 


X .3 


1 77 
* X / / 




91 7 
. Z X / 


X 


O O 

• VJ VJ 


9 


• o o 


A TOM 


X / ft 


on 9 


TT.T? 
X XjCj 


9 7^^ 


„ 7 


Q4 ft 
. ^ O 


1 9 
X ^ 


719 
• o x^ 


1 

X 


0 S9 

. U 3^ 




. 00 


2 


* 00 


A TOM 


1 '74 
X / *i D 


001 


TT T? 


9 7 


- 7 


Q "5 
, J y J 


1 4 
Xrt 


^^4 9 


n 


7 7 7 
.33/ 


X 


00 

* \J\J 


2 


00 


ATOM 

Al vjin 


T "7 4 
X / O 


om 


TT T? 
X XjiL 


9 7 




ft 7 Q 


1 4 
X *± 


ft Q 9 


VJ 


1 90 

. X ^ VJ 


1 

X 


n n 

. VJ VJ 


2 


on 

. V VJ 


A TOM 


1 *? 4. '7 
X / ri / 


o 


T T .T7 
X XjCj 


9 7 


- 4 


nn 

> O \J o 


X J 


.728 


- n 


244 


3_ 


. 0 0 


1 1 


. 53 


A TOM 
Al Win 


T "7 A Q 
X / ft O 


r\ 
w 


TT TT 
XijCi 


9 7 <^ 


- 4 

ft . 


"5 ft 
> ^ D O 


1 7 
X 3 


7 7 9 
. ^ 3 z 


X 


7 7ft 


]^ 


n n 

. VJ VJ 


13 


ni 

. \J X 


A TOM 
Al WiXl 


1 "74 Q 


JN 


oXjU 


9 77 


- 4 

ft . 


07 4 


1 4 
X 1 


ftl o 

• O X VJ 


n 

VJ 


9 Rfl 

* ^ 3 O 


3_ 


00 

. \J VJ 


17 


^ft 


a TOM 


T T C O 
X /3U 


OZV 
L.A 


nj TT 


977 
All 




Oft 


X3 


t^74 
. 3 /ft 


- O 
VJ 


* 3 ft D 


X 


oo 

. U VJ 


91 

^ X 


Q7 
. 73 


A TOM 


T T CI 
X / 3X 


ots 


n.1 TT 


977 
All 




cn Q 


X Q 


* O v 3 


VJ 


9 9ft 
. Z Z O 


n 

X 


00 

• U VJ 


9 


77 

• f 3 


A TOM 


X /o^ 


OO 


r*i TT 


977 
All 




1 7 T 


1 ft 
X O 


n Q4 

• \J 7ft 


- n 


1 07 
• X VJ / 


1 

X 


O O 


7 1 

3 X 


1 

• X3 


ATOM 
Ai 


X / D J 


OTi 


OT TT 
VjXjU 


All 




n ft 9 


T Q 

X j7 


1 ftf^ 
. X O D 


n 

\J 


Q 9 O 
. 7 Z VJ 


T 
X 


o n 

. VJ VJ 


-> 1 
3 X 


n 

. V/ 3 


A TOM 


X / j41 




OT TT 


9 7 7 
All 


~ X . 


Q n 7 


X ^ 


4 1ft 
. *± X o 


X 


9 7ft 


]^ 


n n 

. VJ VJ 


2 8 


67 


A T/^M 
Ai UIYl 


T ^7 C C 
X / D O 


OCO 


OT TT 

oiju 


O "7 "7 
All 




n 

. U D D 


1 Q 

X y 


ft n 
. o U 3 


X 


7 7ft 
. 3 / O 


T 
X 


n n 

. VJ VJ 


7 n 

3 VJ 


Q 9 
. 7Z 


ATOM 


1756 


C 


GLU 


'2.11 


- X . 


Q T Q 


X4 


CQA 

. o y ^ 


- U 


Q'^ A 
. o /ft 


X 


n n 


9 7 
Z 3 


. 3 3 


ATOM 


1757 


0 


GLU 


111 


-1 


.367 


14 


.704 


-2 


.002 


1 


. 00 


25 


.88 


ATOM 


1758 


N 


GLN 


278 


-1 


.471 


13 


.895 


0 


.111 


1 


.00 


20 


.15 


ATOM 


1759 


CA 


GLN 


278 


-0, 


.310 


13 


.018 


-0 


*002 


1 


.00 


17 


.85 


ATOM 


1760 


CB 


GLN 


278 


0 


.412 


12 


.945 


1 


.335 


1 


.00 


15 


.48 


ATOM 


1761 


CG 


GLN 


278 


0 


.945 


14 


.239 


1 


.858 


1 


.00 


13 


.04 


ATOM 


1762 


CD 


GLN 


278 


1 


. 552 


14 


. 053 


3 


.223 


1 


.00 


9 


.75 


ATOM 


1763 


OEl 


GLN 


278 


2 


. 682 


13 


.588 


3 


.359 


1 


. 00 


9 


.48 


ATOM 


1764 


NE2 


GLN 


278 


0 


.796 


14 


.397 


4 


.246 


1 


. 00 


12 


.91 


ATOM 


1765 


C 


GLN 


278 


-0 


.591 


11 


.592 


-0 


.435 


1 


. 00 


15 


.71 


ATOM 


1766 


O 


GLN 


278 


0 


.260 


10 


. 959 


-1 


.055 


1 


. 00 


16 


.36 


ATOM 


1767 


N 


LEU 


279 


-1 


.753 


11 


.078 


-0 


*055 


1 


.00 


11 


.53 


ATOM 


1768 


CA 


LEU 


279 


-2 


.115 


9 


.711 


-0 


*367 


1 


.00 


12 


.00 



30/150 



FIG. lEE 





T T ^ O 




ATOM 


X / / U 




ATOM 


X / /X 


LUX 




T "7 T O 
X / / ^ 




AiUJVl 


T T T O 
X / / J 




ATOM 


X / /4 


O 


ATOM 


X77o 


JN 


ATOM 


X77d 


UA 


ATOM 


X7 / / 


V- 


ATOM 


T "7 "Tf O 
X / / O 


O 


ATOM 


1779 


"NT 
JN 


ATOM 


178 0 


CA 


AiOM 


1 TOT 
X / O X 




ATOM 


1782 


OCjX 


AIOM 


T T Q ^ 

X /oJ 




AIOM 


T "7 Q ^ 

1 /o4 




TV rp^K* 

AiOM 


T T O C 

X /ob 


O 


ATOM 


1 T O 

X /oo 


TVT 


ATOM 


1787 


CO 


ATOM 


1788 


CA 


ATOM 


X7o y 


Co 


TV rp/-\ivyr 

ATOM 


X7y U 




TV rp/^ivji 

ATOM 


1791 


C 


ATOM 


1792 


0 


ATOM 


1793 


N 


ATOM 


1794 


/-^ TV 

CA 


ATOM 


1795 


CB 


ATOM 


179 6 


SG 


ATOM 


17 97 


C 


TV fn/^K/i 

ATOM 


17 98 


O 


TV m/^iv* 

ATOM 


1799 


N 


ATOM 


1800 


CD 


ATOM 


1801 


TV 

CA 


TV rp/^im 

ATOM 


f O A O 


CB 


TV T»/~\1V>I 

ATOM 


1803 


CG 


ATOM 


1804 


C 


ATOM 


18 0 5 


o 


ATOM 


18 0 6 


N 


ATOM 


lo U / 


OA 

CA 


ATOM 


XoUo 


CB 


ATOM 


1809 


C 


ATOM 


1810 


O 


ATOM 


1811 


N 


ATOM 


1812 


CA 


ATOM 


1813 


CB 


ATOM 


1814 


CG 


ATOM 


1815 


CDl 


ATOM 


1816 


CD2 


ATOM 


1817 


CEl 


ATOM 


1818 


CE2 


ATOM 


1819 


CZ 


ATOM 


1820 


C 


ATOM 


1821 


O 


ATOM 


1822 


N 


ATOM 


1823 


CA 


ATOM 


1824 


CB 


ATOM 


1825 


CG 


ATOM 


1826 


SD 


ATOM 


1827 


CE 



T T?TT 






T TTTT 






T TTTT 


'7 Q 


z 


T I?! T 




- n 


T t?TT 


O T Q 


J 


T I?TT 


^ / 




VjJLijC 


p n 

Z O LI 




vsXix 


o ft r* 


- A 


\jX»X 


o Q n 
^ o u 


- O 




p n 
^ o u 


~ O 


i rlK 


OPT 
Z O X 




i flK 


O P 1 
^ O X 


- P 


1 rlrC 


O P 1 
^ O X 


_ Q 


T'TJ-D 


O P 1 
^ o X 


_ q 


•-pTT-rj 

1 rlK. 


o p 1 
^ O X 


-IT 


1 rlrC 


OPT 

z ox 


- P 
O 


rpTT'D 

1 rlK. 


O PI 
Z O X 


- p 
o 


JrKO 


O P o 

Z O 




JrKO 


O Q O 
^ o ^ 




rrKC' 


o p o 
z o ^ 




FKO 


Q O 


— X u 


fKO 


"5 P O 


-TO 
~ X u 


IrKCl 


O PO 


- T n 


irKU 


*5 Q O 


_ T T 

- XX 


C lo 


O Q O 


_ T n 
- xu 


C xo 


O P "5 


_ T T 
— XX 


Cx o 


<^ OO 


— T T 
-"XX 


C X o 


O Q 


_ T T 
-XX 


C X o 


O Q T 
^ O J 


- X J 


C X lb 


O Q "2 

^: o J 


T Q 
- X J 


fKO 


O Q /I 


T A 
- Xft 


f KvJ 


O Q A 


— T 1 

- X J 


PRO 




- xo 


FKO 


O P A 


_ T C 
- X o 


irKO 


O Q A 


_ T 
- X D 


fKO 


O Q A 
Z O ft 


- X D 


trKO 


O P Zl 


T 1 
A. f 


ATA 

AXiA 


O Q C 
ZOO 


T C 
- X D 


A T a 
AXiA 


O P R 
^ O D 


X 3 


ATA 

AXiA 


O Q C 


_ T A 
- Xrk 


ATA 

ALiA 


O D C 


_ T K 
- XD 


ATA 

Ai-iA 


O P 


_ T C 
- XO 




O Q C 

^ Ob 


T A 
- X^ 


frlili 


O Q 


~ X ^ 




O Q C 

Zoo 


± Z 


PHE 


O Q ^ 
ZOO 


- xz 


PHE 


286 


- 12 


PHE 


286 


-12 


PHE 


286 


-11 


PHE 


286 


-12 


PHE 


286 


-11 


PHE 


286 


-15 


PHE 


286 


-16 


MET 


287 


-15 


MET 


287 


-16 


MET 


287 


-16 


MET 


287 


-15 


MET 


287 


-14 


MET 


287 


-13 



.639 9.017 0 

.786 9.084 2 

.339 8.079 3 

.315 8.805 1 

.124 9.578 -1 

.161 8.562 -2 

.926 10.613 -1 

.909 10.587 -2 

.307 10.343 -2 

.505 9.822 -1 

.287 10,740 -3 

.676 10,558 -2 

.603 11.349 -3 

.144 12.706 -3 

.037 11.351 -3 

.975 9.062 -2 

.603 8.394 -3 

.563 8.511 -1 

.854 9,208 -0 

.919 7.092 -1 

.421 6.980 -0 

.959 8.351 0 

.960 6.570 -2 

.840 7.299 -3 

.855 5.269 -2 

.722 4.532 -3 

.255 3.071 -3 

.206 2.192 -2 

.171 4.600 -3 

.449 4.791 -2 

.117 4.474 -4 

.890 4.378 -5 

.555 4.515 -3 

.199 4.309 -5 

.185 4 .905 -6 

.974 3.424 -2 

.050 3.483 -2 

.126 2.411 -2 

.394 1.310 -1 

.325 0.234 -2 

.393 1.848 -0 

.212 1.451 0 

.462 2.763 -0 

.289 3.409 1 

.940 4.118 1 

.628 4.831 2 

.212 4.123 3 

.702 6.216 2 

.874 4.786 4 

.368 6.891 3 

.949 6.175 4 

.401 4.425 1 

.135 4.391 2 

.561 5.291 0 

.570 6.332 0 

.580 7.106 -1 

.314 7.938 -1 

.974 9.280 -0 

.753 10.219 -0 



ft ft7 
.00/ 


1 ^ 


00 


12 . 


00 


1 Rft 
. J. ^ 0 


]^ ^ 


00 


9 , 


51 


. X rt 0 


1 . 


00 


6 . 


61 


.867 


3_ ^ 


0 0 


3 . 


14 


R n n 


T 

X . 




17 . 


06 


.198 


3^ _ 


00 


18 . 


67 


. 0 7 0 


1 . 


00 


18 . 


66 




1 

X • 




15 . 


54 


, 251 




00 


16 , 


01 


.153 




00 


18 . 


83 


. 045 


^ 




17 . 


90 


,6 78 




00 


2 0 . 


4 7 


. 622 


]^ ^ 


on 


1 6 . 


28 


.706 


3_ ^ 




17 . 


4 5 


. 112 


1 . 


0 n 


17 . 


34 


. 748 




00 


2 6 . 


86 


• / X ^ 




00 


J X • 


52 


• 0 0 w 




00 


^ 0 < 


38 


.1x0 


2^ 


n n 


9 R 


29 


. 573 


]_ 


00 


2 6 


47 


. X J 0 


3_ 




9 1 

^ X . 


fi4 


. X 0 


X • 


no 


2 1 . 


02 


R n 




00 


2 5 


85 


. u z ^ 


T 

X • 


00 


9 R 


44 


POO 
• 0 z z 


T 

X • 


00 


9 ^ 




. / Z 27 


T 

X 1 


00 


94 
z t • 


1 ft 

• X 0 




T 

X • 


0 0 


9 

z 0 < 


4 R 


. Z U X 


X . 


no 


"7 P 
J 0 • 


• ^ J 


0 P c; 

. Z 0 3 


1 

X < 


on 


9 0 

Z < 


7Q 

. / 27 


. X X J 


]_ 


no 


2 5 


27 


.231 


3_ 


00 


21 


. 61 


^ p^ 
.000 


T 

X 1 


00 


T 7 

X f < 


> 0 0 


. 7Z 0 


T 

X < 


0 0 


1 ft 

X 0 < 


. ^ 0 


*? QQ 
. Z 27 27 


1 

X 1 


0 0 


9 0 


• 0 ^ 


. Z 1 0 


T 

X . 


0 0 


17 


. 52 


Q 4 

. 27 *± J 


T 

X . 


00 


1 Q 

X 27 . 


Ofi 
• w 0 


"5 RP 


1 

X . 


no 


9 0 


^ 0 


'7 P P 
. / 0 0 


T 

X . 


no 


2 1 


. 7 1 


P 7P 
.0/0 


T 

X ■ 


. 00 


2 6 


. 2 8 


. W ** J 


T 

X < 


0 0 


9fi 
^ 0 


. 44 


4.4. ^ 
. rx rt 0 


T 

X 


00 


27 


. 71 


Aft 
• J 0 0 


X I 


00 


2 9 


. 33 


• X 27 J 


T 

X ' 


00 


9 7 

Z r 


7R 

. / 0 


0 QP 
. U 27 0 


X 


n 0 


9 7 
Z J 


RQ 

• 3 27 


n Q'7 

. U 27 / 


1 

X 


n 0 


2 4 


. X .J 


, ^ I J 


X 


n n 


9 Q 

Z 27 


. 0 13 


. 4 94 


X 


. U U 


J X 


A C 


.439 


1 


. 00 


31 


,48 


.664 


1 


.00 


32 


.34 


.598 


1 


.00 


32 


.31 


.716 


1 


.00 


32 


.68 


,284 


1 


.00 


22 


.60 


.270 


1 


. 00 


25 


. 95 


.288 


1 


. 00 


19 


.48 


.311 


1 


. 00 


16 


. 74 


. 017 


1 


. 00 


18 


. 72 


.283 


1 


. 00 


20 


. 14 


,078 


1 


.00 


20 


.20 


1 .961 


1 


.00 


24 


.44 



31/150 



FIG. IFF 





1 P O R 
X O Z o 


c 


MPT 
Villi ± 


^ 0 / 


J. / • 


> 7 3 ^ 


c 


. 782 


ft 

\j • 


. 625 


1 , 


00 


16 . 


03 




T Q O Q 


r\ 
\J 


1*1 Cj J. 


9 R '7 
^ 0 / 


X 0 < 




0 


• 0 0 J. 




. 456 


1 , 


00 


18 . 


99 




T Q Q A 


TvT 


AT a 

A 1 lA 


0 R R 
Zoo 


X 0 . 


. 0 ± f 


A 


9 

. 0 0 z 


A 
VJ 


ft 1 7 

. VJ X 0 


]^ ^ 


0 0 


2 0 . 


90 




X 0 J X 


UA 


aT a 

AXiA 


"5 R R 

Zoo 


X J7 . 


. oz 0 


A 


ft f^^^ 

. 0 D 


ft 


.zoo 


]_ ^ 


00 


2 6 . 


22 


TV rp/-v»ii 


T Q "3 0 

X 0 J 




a T a 

AXiA 


0 R R 

Zoo 


- 1 Q 
~ X J7 . 


R 9 

. 0 z 0 


Z 


ft 7 ^ 
. 0 / D 


- ft 


QA 

» 0 7ft 




00 


2 6 . 


60 


TV T'r^M 


X 0^ ^ 


r* 
L. 


AJ-iA 


0 R R 
ZOO 


X 7 • 


1 0 J 0 




. 0 3 J 


1 
X 


.070 


1 ^ 


00 


28 . 


97 






0 


AXjA 


OR A 
ZOO 


- 9 n 

z u . 


> 70 0 


•a 


Rft4 
• sort 


0 

z • 


. X 0 3 




00 


31 . 


30 


AivJjyi 




IN 


T VC 


ORQ 
Z 0 7 


- 1 ft 
— X 0 . 


HA 0 


•a 


•3 fl ft 
• J 0 V 


0 

z < 


. ft u / 


1 . 


00 


32 . 


21 


AHJM 


Xo J 0 


CA 


T VC 


ORQ 
Z 0 7 


- 1 ft 
X 0 . 


ft 0 Q 

> 0 z 7 


0 
z 


QQ'3 
. 7 7 .3 


0 


ft1 ^ 
. 0 X 3 


3^ ^ 


00 


33 . 


61 


Ai vJM 


T Q "3 "7 
X 0 J / 


V-.t> 


T VQ 

Xi 1 0 


9 fl Q 
Z 0 J7 


X / < 


n n 

> I? u 


9 
z 


"3 Q1 

• 0 7 X 


4 


.3 01 




0 0 


34 . 


28 


Ai \Ji*l 


T Q "3 Q 
X 0 J 0 


en 


T VQ 
Xi X 0 


0 R Q 
Z 0 j7 


X / < 


A 9 R 
> Z 0 


A 
U 


R c;fl 
• 0 0 0 


4 


2 09 


3^ 


00 


34 . 


62 


AivJIVi 


T Q 0 Q 

X 0 J y 




T VC 
Xj X 0 


0 R Q 
Z 0 27 


- 1 R 
X 0 . 


A A n 


A 


9 ft ft 
. z u u 


Zj 


1 A Q 

. X fx 7 


2 , 


00 


3 7 . 


66 


Alujyi 


T Q /l O 

Xo4 U 




T VC 

Xi x 0 


0 Q Q 

z 0 y 


- 1 R " 
" X 0 . 


111 
.XXX 


A 


A Q R 
. 7 O 


c. 
D 


9 9 
. 0 z z 


X . 


ft ft 


7 7 

0 / . 


54 


AI UP'l 


Xo^ X 


■NT "7 
JNZi 


T VC 
Xi X 0 


9 R Q 
Z 0 7 


X J? . 


9 ^^ R 
> z 0 0 


ft 


9 Q 1 
. z 7 X 




R 4 Q 
. 3 fx 7 


1 . 


00 


34 . 


87 


AlfJIXl 


T Q A 0 


/~i 


T VC 
Xi X 0 


9 R Q 
z 0 7 


- 1 Q 
X 27 . 


9 ft 
> Z J u 


A 


• X7 J 


A 


7fi 
. 0 f 0 


X . 


no 


0 0 « 


97 


AXUM 


1 Q A 0 

xo4 J 


r\ 
\J 


T VC 
XlXO 


0 R Q 
Z 


~ X y , 


. / 0 y 


A 


ft "3 Q 
• W J 7 


c 


77R 


X * 


nn 


0 0 • 


1 ft 7 


AiUIVl 


1 Q A A 




T T?TT 


0 Q n 

Z Z7 U 


- 1 ft 
~ X 0 . 


Qfi ft 

. y 0 0 




•3 ft ft 
. J 0 0 


A 

ft 


1 A7 
. Xft / 


n 

X . 


inn 


0 3 m 


1 0 \J 


AlUiYl 


1 OA C 

X 0^ o 


\^A 


T T7TT 


0 Q A 


~ X y . 


"5 0 0 
. 0 z / 


0 


0 


A 
ft 


ft 07 
. OZ 1 


X » 


ft ft 


0 S • 


, so 


Ai UM 


T Q ii 

X o4 D 


/^la 

L.D 


T t?TT 


0 Q A 
Z ^ U 


_ 1 fl 

~ X 0 . 


^ 0 
. b D z 


'7 


ft 9 ft 
. D Z U 


A 


1 *3A 
. X 0 ft 


X . 


ft ft 


0 X . 


4 

. ft D 


Ai UM 


T Q >1 "7 

X o4l / 


Co 


T IT'TT 


0 Q A 
Z ^ U 


X / , 


. X ^ 3 


/ 


fl «^ A 


A 
fx 


ft 1 1 
. U X X 


]^ _ 


ft ft 


"3 ft 
0 w . 


05 


AiUlYl 


X o4 0 


UUX 


T TTTT 


0 0 A 

z y u 


X b . 


•7 9 1 
. / Z X 


0 


fl R 1 

. 0 0 X 


Z 


Q 0 ft 


X . 


ft ft 


9 Q 
z 7 < 


. 7 D 


AlUM 


1 0 /I 0 




T T7TT 


0 0 A 

z y u 


- Xb . 


R "3 ft 


Q 

0 


1 ^^^^ 

. X b 0 




.000 


X . 


ft ft 


^ A 
0 ft . 


99 
, z z 


AT*/^M 


1 a c A 




T CTT 


0 OA 
Z 7U 


- 0 ft 

~ z U c 


ft 1 1 

. 0^ X 


D 


ft OA 


A 

ft 


7 

• / 37 


X . 


ft ft 


'3 0 
0 / . 


ftA 


AT'/^lUI 

AiUM 


1 Q CI 

XosX 


0 


T T?TT 


0 Q A 
Z 7U 


""Z X . 


A 0 
. 4 3Z 


0 


.000 


•5 


7 1 Q 
. / X7 


X • 


ft ft 


0 7 • 


A 1 

. ft X 


TV rp/^iui 


TOCO 
X 


JN 


XT 


Z? X 


- Z X , 


A 0 "3 
. 4 Z^ 


/ 


.OX/ 


C 

3 


ft ^9 
. 0 OZ 


n 

X . 


ft ft 


A ft 
ft U . 


1 4 

> Xft 


TV rpz-vfi* 

Ai UM 


X 0 D J 


v_A 




z y X 


-99 
- Z Z . 


R A ^ 
. ofl 0 


•7 

/ 


^^1 ft 
. 0 X u 




ftAQ 
. Oft 7 


X • 


ftft 


AI 

ft X • 


• 0 7 


TV T'/^v/i 

Ai UlM 


T Q C /I 

X 0 34 




/^T "NT 


z y X 


-91 

- Z J . 


A A 0 


•7 


. 0 D / 


/ 


.zoo 


X . 


ftft 


AO 
ft z . 


> sv 


Ai UlYl 


1 Q c; 
X 0 O O 




L3X1IN 


z y X 


- 9 9 
~ Z Z 


9 A 
. D Z 


Q 


1 OA 
. X / f± 


R 
0 


"3 9 
. 0 0 Z 


X . 


ftft 


A 


42 


Ai UM 


T Q c: C 
X 0 D b 




r^T TS.1 
OXiiN 


Z ^ X 


- 9 9 
Z Z 


A ft 
. 0 ft U 


/ 


"3 0 


Q 
7 


CTft 

. 0 3 u 




00 


4 9 


95 


Ai L/M 


T Q C -7 
X 0 D / 


I^JUjX 


<^T "NT 


z y X 


- 9 T 
Z X 


<^ T ft 
. 0 J U 


1 


ft ft Q 
. VJ U 7 


1 ft 
X \J 


9 

. z 0 z> 


X . 


ftft 


A fl 
ft 0 1 


41 


AiUJYl 


1 Q C Q 
XoDO 




oXiJN 


9 Q 1 
Z 17 X 


-91 

- Z J > 


R "7 1 
. 0 / X 


f 


ft "3 Q 
• U 0 7 


1 ft 
X \J 


ft A 9 
. U ft Z 


X * 


ftft 


A 

ft 0 1 


Rfl 
1 so 


Ai VJJYl 


1 n c: Q 




r'T TST 
LjXUN 


Z 7X 


_ 9 

Z J . 


ft 9 ft 

> uz 0 


p 
0 


Q9 0 
. 7Z / 




ft Q1 
• u 7 X 


T 

X . 


ftft 


4 1 , 


36 


Ai UJYl 


1 Q C A 

X a b U 


pv 
0 


kjXiiN 


Z 7X 


- 9 9 

~ Z Z 1 


0 ft 

.Zoo 


Q 
7 


ft 




. ZftO 


X • 


ftft 


•3 7 
0 / < 


. 77 


AiOM 


XooX 


M 
W 


f KO 


0 Q 0 
Z y Z 


- Z 4 > 


ft A 0 
. U4 / 


0 


QQft 

. yyu 


A 
4 


9 91 
. Z Z X 


X . 


ft ft 


A 9 
ft Z • 


00 


A Ti/^AA 
AiUM 


T Q 0 

Xobz 


V^iJ 


ir KvJ 


9 Q 0 
z y Z 


9 
- Z ID 


n Q A 
. u y u 


•7 


Q A R 


A 
fx 


9 n R 

. Z X 3 


n 

X . 


ft ft 


A 7 

fx 0 . 


9 9 
. z z 


A 'T'r\fjf 
AiUM 


T Q C "5 

Xob J 


/"•A 

L.A 




9 0 9 

z y z 


9 A 
- Z 4 


A c: /I 
. 4 ->4 


1 ft 

X u 


T ft 1 
. X U X 




"3 ft 
. 0 0 u 


T 

X . 


ft ft 


A ft 

ft w . 


QR 
. 7 0 


A TT\TJI 
Ai UIVl 


T Q ^ /I 

X 0 b 4 




FKO 


0 Q 0 

z y z 


_ 9 C 


. y b y 


1 ft 
X u 


ft "5 
. U D J> 


-a 


c; ft ft 

. D U U 


X . 


ft ft 


A 9 
ft z < 


"3 9 
. 0 z 


TV T'/^IV/I 


1 Q ^ cr 

Xobo 




irKvJ 


0 Q 0 

z y z 


- 9 

- Z b 


9 9 
. z z b 


p 
0 


c; R Q 
.007 


-3 


A ft 1 
. ft U X 


T 

X . 


ftft 


4 1 


. S X 


A T^/^A/t 

ATUiyi 


lobb 


C 


PRO 


0 Q O 

z y Z 


- Z J 


Q <c ^ 
. 0 b b 


X X 


A 9 c: 




C 9 

. b b z 


X . 


ft ft 


T fl 

0 0 . 


fl ^ 
. 03 


AiUiVl 


T Q T 

X 00 / 


/-V 


f KO 


0 Q 0 

z y z 


- 9 
Z J 


1 "3 R 


1 9 
X Z 


ft 9 R 
• U Z 3 


z 


R "3 ci 
. 0 0 3 


X • 


ftft 


"3 7 

0 / . 


79 
t / z 


ATOM 


1 0 f 0 

Xobo 


KT 


rplJTD 


0 Q "5 
Z 7 J 


9 A 

-z4 


. X4 0 


X X 


Q 0 Q 

. yyo 


4 


ft l^'3 
. O3o 


X • 


ftft 


0 0 . 


ft ^^ 

. \JO 


ATOM 


1 Q C 0 


A 


rpTTTD 


0 Q ^ 
Z 7 J 


- 0 "5 


.00/ 




. 0 X y 




9 0 
.ZOO 


X . 


ftft 


•3 ft 
0 U . 


> 7X 


ATOM 


"IOTA 

Xo /u 




IrlK 


0 Q ^ 
Z 7 J 


0 A 

- z4 


ft Q c: 
. uy D 


X.7 


^ A ft 
. D4 U 


0 


Oft Q 
. / U 7 


X . 


ft ft 


0 3 . 


. X X 


ATOM 


T Q '7 T 

Xo / X 


OCjI 


irlK 


0 Q Q 

z y J 


-ZD 


. OX J 


T 9 
X 0 


A "7 9 
. 4 / Z 


b 


R A 1 
. 0 ft X 


T 

X . 


ft ft 


"3 0 

0 / . 


. 30 


TV rr»/*Mk<r 

ATOM 


1872 


CG2 


THR 


0 Q ^ 

zy J 


- ZJ 


TAT 
. / U X 


X D 


A "7 C 

. U / b 


/ 


A R "3 

. u 00 


X . 


ft ft 


1 7 
0 / 


ft 
. uo 


Ai OM 


1 Q o 
Xo / J 




irlK 


9 Q 0 

z y J 


9 9 

- z z 


. X D X 


X .3 


A ft n 

. fi U X 


c 
D 


9 ft 0 
. Z U / 


X . 


ft ft 


9 7 
z / 


A Q 
• ft 7 


ATOM 


1874 


0 


THR 


293 


- 2 1 


.58 7 


14 


"3 0/1 

. J o4 


4 


TOT 
. / Z / 


X . 


A ft 


9 0 
Z / 


T ft 
. X U 


ATOM 


1875 


N 


VAL 


294 


-21 


.496 


12 


.382 


5 


.749 


1 . 


00 


26 


.19 


ATOM 


1876 


CA 


VAL 


294 


-20 


.046 


12 


.320 


5 


. 770 


1 . 


.00 


23 


.72 


ATOM 


1877 


CB 


VAIi 


294 


-19 


.549 


11 


.159 


6 


.675 


1, 


.00 


19 


.37 


ATOM 


1878 


CGI 


VAL 


294 


-18 


.045 


11 


.238 


6 


.874 


1, 


.00 


13 


.70 


ATOM 


1879 


CG2 


VAL 


294 


-20 


.263 


11 


.189 


8 


.010 


1 . 


.00 


15 


.03 


ATOM 


1880 


C 


VAL 


294 


-19 


.553 


12 


.099 


4 


.345 


1. 


, 00 


29 


.48 


ATOM 


1881 


0 


VAL 


294 


-18 


.493 


12 


.609 


3 


.955 


1 . 


, 00 


33 


.31 


ATOM 


1882 


N 


ARG 


295 


-20 


.336 


11 


.368 


3 


.554 


1 . 


. 00 


31 


.18 


ATOM 


1883 


CA 


ARG 


295 


-19 


.958 


11 


.104 


2 


.169 


1 . 


.00 


30 


.61 


ATOM 


1884 


CB 


ARG 


295 


-20 


.976 


10 


.186 


1 


.480 


1 . 


.00 


32 


.61 


ATOM 


1885 


CG 


ARG 


295 


-20 


.355 


9 


.204 


0 


.472 


1. 


.00 


33 


.15 


ATOM 


1886 


CD 


ARG 


295 


-21 


.376 


8 


.819 


-0 


.609 


1- 


.00 


41 


.22 



32/150 



FIG . 16G 



a TOM 


1 Rfl7 

X O O / 


NE 


ARG 


295 


-21 . 


116 


7 , 


. 549 


-1 . 


303 


1 . 


00 


44 . 


. 77 


a TOM 


X o o o 


CZ 


ARG 


295 


-20 . 


157 


7 . 


.332 


-2 . 


206 


1 . 


00 


45 . 


. 75 


ATOM 


1 P R Q 
X o o 


TJH1 
i\nx 


ARG 


9 Q ^ 


- 19 , 


314 


8 . 


► 2 89 


- 2 . 


560 


1 , 


00 


42 . 


. 66 


ATOM 


1 ft Q n 

X O 7 u 


NH2 


ARG 


295 


-20 . 


077 


6 . 


. 153 


-2 . 


808 


1 . 


00 


50 , 


. 09 


ATOM 


18 91 


Q 


ARG 


295 


- 19 . 


893 


12 . 


. 4 58 


1 . 


461 


1 . 


00 


26 , 


. 05 


ATOM 


X O 7 4b 


o 

\J 


ARG 


295 


-18 . 


879 


12 . 


. 794 


0 . 


855 


1 . 


00 


27 . 


. 82 




X O 7 >^ 


N 


ASN 


296 


-20 . 


, 929 


13 . 


. 272 


1 . 


655 


1 . 


00 


25 


. 63 


a TOM 


1 RQ4 

X O 7 


PA 


ASN 


296 


-21 . 


, Oil 


14 , 


.600 


1 , 


048 


1 . 


00 


23 


. 53 


a TOM 


X O 7 ^ 




ASN 


296 


-22 . 


, 313 


15 , 


.305 


1 , 


446 


1 . 


00 


24 


. 22 


a TOM 


1 RQfi 

X O 7 D 


CG 


ASN 


296 


-23 . 


. 551 


14 , 


. 648 


0 . 


. 858 


1 . 


00 


28 


. 67 


a TOM 


18 9 7 


ODl 


ASN 


296 


-23 . 


. 496 


13 . 


. 529 


0 . 


347 


1 . 


00 


36 


. 26 


a TOM 


T ft Q ft 
X O o 


IN 


ASN 


^ 7 D 


-24 . 


684 


15 


.345 


0 . 


928 


1 , 


00 


30 


. 43 


ATOM 


1 ft Q Q 

X O 17 27 


O 

V- 


a QM 


9 Qfi 

^ 17 O 


-19. 


82 9 


15 


.4 70 


1 . 


456 


1 , 


00 


'24 


. 99 


a TOM 


X ^ u u 


O 
\J 


aQTvJ 
nOXN 


9 Qfi 

^ 17 O 


-19. 


059 


15 


.913 


0 . 


605 


1 . 


00 


26 


. 73 


aTOM 


X J? w X 


xn 


TVR 
X X 


9 Q*? 


-19 . 


655 


15 


.661 


2 . 


, 762 


1 , 


, 00 


26 


.38 


aTOM 


X 7 U ^ 


pa 


TVP 

X X 


9Q7 


-18 . 


. 582 


16 


.488 


3 , 


, 311 


1 . 


1 00 


26 


. 13 


aTOM 


X 7 w J 


PR 


TVP 

X X X\. 


^ 7 / 


-18 . 


. 594 


16 


. 387 


4 . 


. 847 


1 . 


. 00 


32 


. 32 


aTOM 


X 7 w*x 


PO 


TVP 

X X I\. 


9Q7 


- 17 . 


. 278 


16 


. 685 


5 , 


. 538 


1 . 


. 00 


32 


. 85 


aTOM 


1 Q n R 

X 2? U O 


om 


TVP 


9 Q 7 


X o < 


7 ^ ^ 


17 


Q79 

. 27 / ^ 


5 . 


.58 0 


1 , 


. 00 


32 


. 13 


aTOM 


1 Q n 

X J7 U D 


OR! 


TYP 
X I rC 


9 Q 7 
^ j7 / 


X ^ < 


, zj J o 


18 


229 


6 . 


. 202 


1 , 


, 00 


34 


. 78 


a "POM 


1 Q n '7 

X J7 U / 




TVP 
X X rv 


9 Q 7 


- 1 

X Q ■ 


R4 Q 

. J*± 27 


15 


. 6 66 


6 , 


. 13 9 


1 , 


, 00 


34 


. 34 


aTOM 


1 Q n ft 
X ^ u o 




TVP 

X X 


9 Q 7 


- 15 . 


.331 


15 


.917 


6 , 


. 758 


1 , 


, 0 0 


3 6 


. 24 




T Q n Q 

X y u y 


07 


TVP 
X X K. 


9 Q 7 

27 / 


X *± . 


ft 9 Q 
. O ^ 27 


17 


. X 27*± 


6 


785 


]_ _ 


00 


3 4 


. 88 


aTOM 


X j7 X u 


OM 


TVP 
X X x\. 


9Q7 


XJ . 


> O X J 


17 


. 422 


7 , 


. 386 


1 , 


. 00 


40 


. 94 




1 QT T 

±y ± X 




TVP 
X XxC 


9 Q 7 


- 1 7 

X f , 


1 QR 
> X 27 O 


X D 


. X 0 27 


2 


, 746 




. 00 


23 


. 94 


aTOM 


1 QI O 
X ^ X ^ 


o 


TVP 
X XXC 


9 Q 7 


- 1 

X O 1 




17 


. 077 


2 . 


. 4 84 


1 , 


. 00 


16 


. 61 


aTOM 


X 7 X O 


IN 


V AXj 


9 QR 

Z 27 O 


X D . 


Q*^ ^ 

> 27 O D 


14 


879 


2 


. 547 


1 


. 00 


26 


. 14 


aTOM 


X 7 X fi 


pa 


VALi 


2 98 


- 15 


. 665 


14 


.3 81 


2 . 


. 026 


1 , 


. 00 


24 


. 39 


aTOM 


X ^ X 3 


P"R 


V AXj 


9 QR 
Z 27 o 


-1 ^ 

X «7 ' 


3 94 


12 


,93 6 


2 


. 541 


1 


. 00 


22 


. 80 


aTOM 


1 Q 1 
X ^ X D 


^_OX 


vat. 

Vi-sXj 


9 Q R 
^ 27 O 


- 1 4. 
X *± 


. 102 


12 


. 3 62 




. 941 


1 


. 00 


19 


. 07 


aTOM 


1 QI "7 
X 7 X / 




V AXj 


9 Q R 

^ 27 O 


- 1 R 

X Zj 


.3 02 


12 


. 942 


4 


. 054 


1 , 


. 00 


19 


. 85 


aTOM 


1 QI fl 
X 7 X O 


c 


vai. 


9Q R 

Z 27 O 


- 15 


. 573 


14 


.411 


0 


. 4 97 


1 , 


, 00 


25 


. 08 


aTOM 


1 Q1 Q 
X 7 X 7 


r\ 
\j 


VAT. 


9QR 

^ 27 O 


-1 4. 
X*x ' 


47fl 


14 


. 520 


- 0 . 


. 065 


1 , 


. 00 


26 


. 44 


aTOM 


1 Q^ n 

X u 


■NT 
XN 


ni.TT 

vjXiU 


9QQ 

^ 27 27 


X O I 


71 


14 


. 330 


-0 


. 179 




. 00 


27 


. 22 


aTOM 


1 Q9 1 

X X 


pa 


wXj\J 


9QQ 

^ 27 7 


-16 


, 727 


14 


. 360 


-1 , 


. 635 


1 


, 00 


27 


. 74 


aTOM 


T QO "5 
X y ^ ^ 




OT .TT 


9Q Q 

Z 27 27 


-1 R 
X o 




X J 


R4Q 

. 0 'z 7 


-2 


. 170 




, 00 


28 


. 52 




1 QO "5 




OT .TT 


9 Q Q 
27 27 


- 1 7 

X / 


RR 7 


12 


. 975 


-3 


.380 


1 


. 00 


33 


. 99 


aTOM 


1 Q 9 ^1 

X J7 ^ 


on 


OT .IT 


9 Q Q 

Z 27 27 


- 17 


R7R 


11 


.54 8 


-3 


.000 


1 


. 00 


28 


. 84 


TS. TOM 


T Q 9 




m TT 


9 Q Q 
4;^ 27 27 


- 1 ft 
X o 


. 3 J o 


1 n 

X v./ 


RIO 
. 0 X w 


-2 


.7 03 




. 00 


21 


. 31 


aTOM 


± y Z O 




OT.TT 


9 Q Q 
Z 27 27 


-1 
X o 


Q 1 

• 27 X 


1 1 

X X 


. X 0*3 


-2 


. 994 


1 


. 0 0 


26 


. 35 




TOOT 




OT.TT 


9 Q Q 
Z27 27 


" X o 


n Q 

. 3 U 27 


1 ^ 
X 0 


77 c: 


- 2 


. X 0 


]_ 


. 0 0 


2 6 


. 19 


aTOM 
Al L/lYl 


1 QO R 


o 


OT.TT 


9QQ 
4S 27 27 


X 3 


7fi7 


X ^ 


Q74 

.27/1 


-3 


, 113 


1 


. 00 


27 


. 10 


aTOM 


Xy Z Z7 


XN 


a CM 


n n 
u u 


- 1 7 

X / 


1 7R 

• X / ^ 


X Q 


. 749 


_ 3^ 


. 534 


1 


. 00 


24 


. 87 


aTOM 


1 Q 1 n 

± i70 U 


oa 

V^A 


a cisj 

AO IN 


"5 n n 

.J u u 


- 1 7 
X / 




1 R 
X 0 


1 4R 
. xi 0 


_ 1 


Q37 

• 27 ^ / 




. 00 


20 


. 43 


a TOM 


1 QT 1 
X y ^ X 


OR 


a QM 

AoiN 


n o 
^ u u 


- T R 
X O 


• X O J 


1 R 
X 0 


Q7Q 

.27/27 


_ n 

X 


« 4& / J 


1 


. 00 


20 


. 76 


a TOM 

Al vJin 


X y J z 


oo 


a QM 

AoiN 


o u u 


- 1 fl 
X o 


il R 
. 'z O O 


9 n 


9 fin 


_ 2 


. J X 


2_ 


. 00 


2 5 


. 51 


A TOM 


T O T T 

X y J J 




AoJN 


T n n 
J u u 


- X / 


9 Q 
. 27 


9 n 


n4 




7 fi R 


X 


nn 


9 Q 

^ 27 


. 81 


ATOM 


1934 


ND2 


ASN 


300 


-19 


.684 


20 


.768 


-1 


.863 


1 


. 00 


29 


.41 


ATOM 


1935 


C 


ASN 


300 


-15 


.692 


18 


.645 


-1 


.509 


1 


.00 


17 


.56 


ATOM 


1936 


O 


ASN 


300 


-15 


.553 


19 


.325 


-0 


.500 


1 


.00 


21 


.18 


ATOM 


1937 


N 


ARG 


301 


-14 


.684 


18 


.282 


-2 


.287 


1 


.00 


18 


.56 


ATOM 


1938 


CA 


ARG 


301 


-13 


.296 


18 


.637 


-2 


.022 


1 


.00 


20 


.80 


ATOM 


1939 


CB 


ARG 


301 


-12 


. 733 


17 


.754 


-0 


.902 


1 


.00 


27 


.14 


ATOM 


1940 


CG 


ARG 


301 


-12 


.739 


18 


.365 


0 


.486 


1 


.00 


31 


.25 


ATOM 


1941 


CD 


ARG 


301 


-12 


. 089 


17 


.398 


1 


.454 


1 


.00 


30 


. 07 


ATOM 


1942 


NE 


ARG 


301 


-11 


. 876 


17 


.989 


2 


.766 


1 


.00 


35 


.05 


ATOM 


1943 


CZ 


ARG 


301 


-12 


. 796 


18 


. 034 


3 


.721 


1 


. 00 


39 


. 13 


ATOM 


1944 


NHl 


ARG 


301 


-14 


.000 


17 


.516 


3 


.513 


1 


. 00 


34 


.08 


ATOM 


1945 


NH2 


ARG 


301 


-12 


.507 


18 


.601 


4 


.888 


1 


.00 


42 


.53 



33/150 



10/501 



FIG. IHH 







Q 


ARG 


301 


-12 . 


518 


18 


.332 


-3 . 


.287 


1 


. 00 


20 . 


56 


ATOM 


J. 7 *s t 


Q 


ARG 


3 01 


-12 . 


956 


17 


. 539 


-4 , 


. 101 


1 


. 00 


23 . 


26 


ATOM 


X -7 *x O 


N 


PRO 


3 02 


- 11 . 


349 


18 


. 948 


-3 , 


. 464 


1 


. 00 


21 . 


89 


ATOM 


194 9 


CD 


PRO 


3 02 


- 10 . 


670 


19 


. 941 


-2 


. 619 


1 


. 00 


25 . 


17 


ATOM 


195 0 


CA 


PRO 


302 


-10 . 


572 


18 


. 668 


-4 . 


. 670 


1 


. 00 


25 . 


44 


ATOM 


X. 7 3 X 


CB 


PRO 


302 


- 9 , 


4 07 


19 


. 651 


-4 


.559 


1 


. 00 


2 6 . 


64 


ATOM 


1952 


CG 


PRO 


302 


- 9 . 


236 


19 


. 813 


-3 


. 084 


1 


. 00 


24 . 


33 


ATOM 


1953 


Q 


PRO 


302 


-10 . 


, 086 


17 


. 228 


-4 


. 661 


1 


. 00 


29 . 


, 44 


ATOM 


1954 


Q 


PRO 


302 


-9 . 


. 595 


16 


. 750 


-3 


. 637 


1 


. 00 


34 . 


, 61 


ATOM 


1955 


N 


LYS 


3 03 


-10 . 


. 274 


16 


. 531 


-5 


. 784 


1 


. 00 


28 . 


, 85 


ATOM 


1956 


CA 


LYS 


3 03 


- 9 . 


. 857 


15 


. 145 


-5 


. 927 


1 


. 00 


21 . 


. 63 


ATOM 


1957 


CB 


LYS 


3 03 


- 10 , 


. 662 


14 


. 449 


-7 


. 034 


1 


. 00 


24 . 


. 46 


ATOM 


1958 


CG 


LYS 


3 03 


- 1 0 . 


.84 9 


15 


. 266 


-8 


. 323 


1 


. 00 


41 . 


84 


ATOM 


1959 


CD 


LYS 


3 03 


-11 . 


. 871 


14 


. 622 


- 9 


. 2 90 


1 


. 00 


44 . 


, 46 




X 7 o u 




LYS 


3 03 


-12 . 


. 064 


15 


. 458 


-10 


. 568 


1 


. 00 


45 . 


, 69 


ATOM 


X 7 O X 


IN £j 


LYS 


J u J 


-13 . 


. 119 


14 


. 93 0 


-11 


.4 91* 


1 


. 00 


45 , 


, 06 


ATOM 


X 7 




LYS 


J W J 


- 8 . 


. 358 


15 


. 096 


- 6 


.189 


1 


. 00 


20 . 


, 81 


ATOM 


1963 


o 


LYS 


303 


_ 7 , 


.807 


15 


. 966 


-6 


. 858 


1 


. 00 


20 . 


. 42 


ATOM 


X 17 O 'x 


N 


TYR 




_ 7 


.68 5 


14 


. 130 


- 5 


. 571 


1 


. 00 


21 . 


39 


ATOM 


X 7 O 3 


CA 


TYR 


304 


- 6 , 


24 0 


13 


.971 


- 5 


.710 


1 


. 00 


21 . 


. 82 


ATOM 


1 Q 

X 7 O D 




TVR 
X X 


J U *4 


- 5 




14 


.211 


- 4 


.3 68 


1 


. 00 


24 . 


. 87 


ATOM 


X 7 o / 




TVP 

X X XV 


J U *± 




► 666 


15 


. 594 


_3 


.807 


1 


. 0 0 


23 . 


. 11 


ATOM 


X -7 O O 


CDl 


TYR 


J u 


- 6 


777 


15 


. 959 


-3 


. 050 


1 


. 00 


23 . 


. 67 


ATOM 


X 7 Q 7 


OT71 


TVR 

X X X\. 






• ^ \j \j 


17 


. 244 


-2 


. 517 


1 


. 00 


20 . 


. 86 


ATOM 


X 7 / w 




TVP 

X X I\. 




-4 


fi77 


1 6 

X Q 


. 545 


-4 


. 017 


1 


. 00 


26 , 


. 39 


ATOM 


X 7 / X 




TYR 




-4 


, 795 


17 


. 833 


-3 


. 4 86 


1 


. 00 


24 , 


. 30 


ATOM 


X 7 / ^ 




TYR 


304 


- 5 


907 


18 


. 171 


-2 


,742 


1 


. 00 


23 . 


► 26 


ATOM 


X 7 / O 


OR 


TYR 


3 04 


- 6 


03 2 


19 


.44 7 


_2 


. 251 


1 


. 00 


28 . 


. 31 


ATOM 


1974 




TYR 


3 04 


- 5 . 


. 891 


12 


. 563 


- 6 


. 151 


1 


. 00 


21 , 


, 83 


ATOM 


X 7 / J 


o 


TYR 


3 04 


- 6 


. 662 


11 


. 623 


- 5 


.959 


1 


. 00 


21 . 


. 88 


ATOM 


1976 


N 


ALA 


305 


-4 


. 714 


12 


. 429 


-6 


. 750 


1 


. 00 


23 . 


. 94 


ATOM 


1977 

X 7 / r 




ALA 


305 


-4 , 


. 221 


11 


. 128 


-7 


. 189 


1 


. 00 


27 . 


. 3 0 


ATOM 


1 Q7R 

X 7 / O 


PR 


ALA 


3 05 


- 3 


. 483 


11 


. 259 


- 8 


. 516 


1 


. 00 


22 , 


. 41 


ATOM 


1 Q7Q 

X 7 / 7 




AT. A 


3 05 


- 3 


. 270 


10 


. 651 


-6 


. 106 


1 


. 00 


25 < 


. 62 


ATOM 


1980 


o 


ALA 


3 05 


-3 . 


, 089 


9 


.455 


-5 


. 893 


1 


. 00 


28 < 


. 28 


ATOM 


1981 


N 


GLY 


3 06 


- 2 


. 64 1 


11 


. 617 


- 5 


.441 


1 


. 00 


23 , 


. 97 


ATOM 


1982 


CA 


GLY 


3 0 6 


_ 1 


. 714 


11 


.321 


- 4 


.3 66 


1 


. 00 


21 , 


. 65 


ATOM 


1983 




GLY 


0 
o \j \j 


- 0 


,381 


1 0 


.8 70 


- 4 


.891 


1 


. 00 


19 


. 70 


ATOM 


X 7 O 'x 


o 


GLY 


n 

.J VJ o 


- 0 


.316 


1 0 


. 093 


- 5 


.83 7 


1 


. 00 


21 , 


. 53 


ATOM 


X 7 O .3 


N 






0 


. 686 


11 


.344 


- 4 


. 266 


1 


. 00 


18 . 


. 69 


ATOM 


X 7 O O 


PA 


T.PTT 




o 


• J w 


X w 


QR7 

• 7 O r 


-4 


. 688 


1 


. 00 


18 


. 55 


ATOM 


1 QP7 
±70/ 


PR 


T.PTT 




•a 


071 

> U / X 


1 1 

X X 


. o 




QR4 

. 7 O 


1 


. 00 


15 


. 42 


ATOM 


X 7 O O 




T.TTTT 


n7 


^ . 


71 fl 
• / X o 


1 

X J 


"^97 

m ^ £t 1 


J 


. 740 


1 


. 00 


15 


. 82 


ATOM 


1 Q Q Q 
X 7 O 7 


pm 


T.PTT 
XjCjU 


n 7 




• 7 Z7 


1 4 
X 1 


0 0 




1 fl R 
. X o ^ 


1 


. 00 


9 


. 3 5 


ATOM 
r\ X yJVl 


X 7 7 U 


pn9 


T.PTT 




2 


. 258 


13 


. 958 


- 5 


. 034 


1 


. 00 


2 0 


. 09 


ATOM 


1 Q Q T 
X 7 7 X 




T.PTT 


7 07 


2 


.34 6 


9 


.53 0 


- 4 


.3 90 


1 


. 00 


22 


. 25 




1 Q Q O 
-L 7 7 




T TTTT 


1 n 7 


± 


. O 7 z 


Q 
C3 


P P c; 
. o o o 


_ rj 
- J 


. D o o 


X 


o o 


O 7 


. / J 


ATOM 


1993 


N 


THR 


308 


3 


.328 


9 


.000 


-5 


.104 


1 


. 00 


24 


.37 


ATOM 


1994 


CA 


THR 


308 


3 


. 758 


7 


.629 


-4 


.892 


1 


.00 


23 


.85 


ATOM 


1995 


CB 


THR 


308 


4 


.552 


7 


.102 


-6 


.105 


1 


.00 


26 


.19 


ATOM 


1996 


OGl 


THR 


308 


5 


.662 


7 


.969 


-6 


.375 


1 


.00 


25 


.39 


ATOM 


1997 


CG2 


THR 


308 


3 


.654 


7 


.031 


-7 


.333 


1 


.00 


26 


.29 


ATOM 


1998 


C 


THR 


308 


4 


. 661 


7 


.688 


-3 


.659 


1 


. 00 


21 


.47 


ATOM 


1999 


o 


THR 


308 


5 


.242 


8 


.729 


-3 


.368 


1 


, 00 


24 


. 53 


ATOM 


2000 


N 


PHE 


309 


4 


.806 


6 


.576 


-2 


. 954 


1 


. 00 


16 


.71 


ATOM 


2001 


CA 


PHE 


309 


5 


. 628 


6 


.552 


-1 


.759 


1 


. 00 


12 


.56 


ATOM 


2002 


CB 


PHE 


309 


5 


.510 


5 


.229 


-1 


. 032 


1 


.00 


13 


. 01 


ATOM 


2003 


CG 


PHE 


309 


4 


.279 


5 


.139 


-0 


.212 


1 


.00 


2 


.00 


ATOM 


2004 


CDl 


PHE 


309 


3 


.052 


4 


.935 


-0 


.821 


1 


.00 


2 


.00 



34/150 



aO/50100 



FIG. Ill 



I\ 1 \Ji*l 






DT-TP 
cnsii 


J U 7 


4 ^ 


328 


5 


363 


1 


152 


1 . 


00 


3 . 


00 




z u u o 










875 


4 


. 957 


- 0 


089 


1 . 


00 


2 . 


72 




o n n •? 
^ u u / 


PT?0 




"3 0 0 

J W J7 


•3 

o • 


161 


5 


391 


1 


904 


1 . 


00 


2 . 


24 










"3 0 0 
J U 


X . 


17 ^ ^ 


^ 


187 


1 


2 81 


1 . 


00 


2 . 


00 


ATOM 


n n n Q 


o 


DT4T? 


7 fi Q 

J \J 17 


7 ^ 


063 




949 


_ 1 


942 


1 . 


00 


14 . 


67 




^ u ± u 






7 n Q 

^ U J? 




0 / X 


7 


, 453 


_ 1 


003 


1 , 


00 


21 . 


23 




^ U J. ± 


IN 


PPO 


J X 


7 . 


658 


g 


. 661 


-3 


102 


1 . 


00 


16 . 


62 


AX \jn 




on 


DPO 


O X V 


7 ^ 


3 86 


5 


. 631 


-4 


133 


1 . 


00 


15 . 


13 






^A 


DPO 


X V 


9 ^ 


053 


7 


. 110 


-3 


158 


1 . 


00 


13 . 


22 


ATOM 


^ U X *i 




PPO 


O X 


9 ^ 


676 


5 


. 241 


-4 


256 


1 , 


00 


12 . 


65 




^ u ± D 




PPO 


"3 1 n 

J X VJ 


Q 

o • 


523 


5 


. 838 


- 5 


.108 


1 . 


00 


7 . 


98 




^ U X o 


o 


PPO 


"310 

J X VJ 


9 ^ 


143 


3 


. 63 0 


_ 3 


. 382 


1 . 


00 


13 . 


94 




^ U X / 


o 

\^ 


PPO 


310 


10 , 


22 6 


9 


, 216 


- 3 


. 317 


1 . 


00 


16 . 


27 


ATOM 


Z U X O 




T.vc: 

Xi X o 


O X X 


7 ^ 


996 


9 


. 257 


-3 


. 628 


1 . 


00 


15 . 


44 


ATOM 


9 m Q 

^ V X 7 


oa 

^A 


T.VQ 
Xj X O 


'311 

J X X 


7 ^ 


935 


10 


.708 


-3 


. 781 


1 . 


00 


15 . 


60 


ATOM 


^ u ^ u 


OR 


T.VQ 
J_l X o 


.3 X X 


6 . 


795 


11 


. 132 


-4 


. 707 


1 . 


00 


17 . 


57 


ATOM 


^ X 




T.VQ 


J X X 


/ 




X V 


Rfi9 


- 6 


. 190 


1 . 


00 


26 . 


47 


ATOM 


"5 n o o 
^ u z ^ 




T VQ 
Xi X o 


1 1 
^ X X 


o 
o 


^ rt .3 


1 1 
X X 


• w ^ 0 


- 6 


. 731 


1 . 


00 


31 . 


84 


Al vJrl 


O O O "3 
U ^ ^ 




T VC 
Xi X O 


"3 11 
J X X 


Q 
O 


4. "3 R 
*± J 0 


1 1 


.399 


- 8 


232 


1 . 


00 


3 6 . 


14 


A "yOM 


o r» o A 




T VQ 
Xi X O 


"311 
J X X 


Q 

17 




12 


.165 


- 8 


. 813 


1 . 


00 


3 6 . 


3 7 


ATOM 


o n o c 


o 


T VC 
1j X O 


"3 1 1 
J X X 


•7 
/ 


0 0 X 


1 1 

X X 


9 9 R 


_ 2 


"3 "3 


3^ ^ 


00 


18 . 


67 




o r» o ^ 


o 


T ^7'G 
Xl X o 


"3 11 
^ X X 


Q 
0 


^ U X 


1 9 

X ^ 


1 Q9 

. X 17 ^ 


_ 


Q9 R 


1 . 


00 


2 1 . 


81 


ATOM 


o r\ o •? 
Z UZ / 


TVT 




^ 1 O 
J XZ 




'7Q'3 


1 n 

X \J 


. ^ ^ *x 


X 


. 641 


1 . 


00 


18 . 


78 


ATOM 


•5 no p 
z uz o 


oa 

L.A 




"310 
J XZ 




^ 3 X 


1 0 

X \J 


. 864 


- 0 


. 254 


1 . 


00 


13 . 


83 


A 'P/^M 

AiUM 


•D O O Q 

Z UZ 7 


oia 


T TTTT 


"3 1 O 
^ XZ 




0 ft Q 


X \J 


w \J\J J 


0 


. 240 




00 


2 , 


00 


A TT^fJI 

AivJIrl 


O A "3 n 
Z U J u 


oo 


T TTTT 


.J XZ 


.3 


ft Q 1 
0 7 X 


X u 


Oft 


- 0 


. 3 01 




00 


2 . 


00 


A "yoM 
AlvJm 


Z U J X 


o'm 




^3 1 O 






q 

17 






. 370 




00 


2 . 


00 


A T'OM 


O A "3 O 

Z U J z 


L.1JZ 


T CTT 


"3 10 
J X Z 






T 1 
X X 


71 ft 
. / X 0 


- 0 


.03 7 




00 


3 


52 


Al UIVl 


Z\) J J 


o 


T T?TT 
XiIliU 


•3 1 O 
^ X Z 


/ 


c: 

> 0 3 3 


10 


.63 7 


Q 


. 667 


1 , 


00 


15 


47 


A TOM 

Al UIYl 


o n "3 zi 

Z U J ft 


o 


T T7TT 


O X z 


7 


ft n c; 
. 0 u 0 


1 1 


4 ft 




. 666 


1 . 


00 


19 


46 


ATOM 




iM 


PHT? 


"3 1 "3 
O X J 


Q 


4. Ql 

> *± Z7 X 


Q 

-7 


. 0 .J 0 


Q 


. 329 


1 ^ 


0 0 


13 


49 


ATOM 
Al VJIYI 


o n*^ 
z u ^ o 


^-A 


PWR" 
trnct 


J X ^ 


Q 

17 




9 


. 326 




. 118 


X , 


00 


14 


43 


ATOM 


o n 1 "7 
Z U J / 


OU 


PUT? 


J X^ 


Q 


4 *34 
> rt 1 


ft 
0 


. 124 


2 


. 047 




00 


10 


04 


ATOM 
AX Vjln 


o n "3 o 




PHT? 


"31*^ 

J X ^ 


0 
0 


9 ft 7 


0 
0 


. 327 


2 


. 997 


1 . 


00 


7 


55 


A TOM 
A 1 yJV'l 


o m Q 

Z U J 


om 




"3 1 "3 
^ X o 


7 


09 0 


7 


. 843 


2 


. 679 


1 . 


00 


4 


93 


A TOM 

Al un 






PT-TT? 


TIT 
J X o 


0 
0 


4 (^ft 
• 3 0 


Q 

17 


n44 


4 


.179 


1 , 


00 


2 


84 


A T'OM 

Al ujyi 


o n ii T 


OCT 


trriCi 


"3 1 "3 




C}9 A 


ft 


074 


3 


. 505 




00 


2 


00 


ATOM 
Al UlYl 


o n^ o 


OTTO 


PT-TT? 
JrfllL 


7 1 '3 
J X o 


1 


'3 7^^ 


9 


.2 88 


5 


.021 




00 


2 


00 


A T'OM 

Al vJIYl 


O A /I "3 


O "7 




"3 1 "3 
J X ^ 


c 
0 


A Q4 
. U 27 *± 


0 
0 


ft 0*3 


4 


. 684 




00 


4 


. 98 


ATOM 




r* 
\^ 


PUT? 


"3 1 "3 
J Xo 


1 n 

X u 


ft Q ^ 


Q 
-7 


04^ 


0 


.234 


1 , 


00 


15 


. 60 


ATOM 


o n A 


r\ 
\J 


PUT? 


^ X J 


X X 


91 7 
• ^ X / 


7 
1 


ft Q7 


- 0 


. 056 




00 


23 


. 18 


ATOM 

AlUM 


o n A 




POO 


•3 1 A 
^ X4 


1 1 

X X 


c;7T 


1 n 

X u 


1 no 




. 217 




00 


14 


. 26 


ATOM 

AlUM 


o n^ 'T 


OFl 


PPO 


1 1 A 
J X*± 


1 1 

X X 


> X u 7 


X X 


4 ft'^ 




. V v</ 0 




00 


17 


. 51 


A T'OVI 

Al OM 


O A /I o 


OA 

CA 


T500 


"3 1/1 
J Xft 


xz 


7 ^3 


1 n 
X u 


A ft R 

. u 0 P 


X 


n f^7 


X 


on 


17 


. 53 


ATOM 




0"D 


T300 
xrK.KJ 




1 "3 
X J 


A Q 
. U 17 0 


X X 


7 ft 
. P / 0 


X 


9 1 n 

. ^ X u 




00 


15 


. 23 


A T'OlV/f 

Ai UlYl 


o r» c o 
z U b U 


oo 






1 1 
X X 


7 7 


1 9 
X ^ 


9 9ft 


X 


1 4 Q 




00 


13 


. 83 


ATOM 


O A C 1 

2 051 


/-I 

C 


FRvJ 


"3 1/1 
J 14 


T "3 
X J 


0*3 "7 


Q 

y 


"3 7 
. J P / 


- A 


4 9 Q 

. ft z y 


X 


n n 


1 Q 

X 7 


4 Q 

. *± 17 


ATOM 


2052 


O 


PRO 


314 


14 


. 018 


9 


.240 


0 


.792 


1 


00 


20 


.42 


ATOM 


2053 


N 


ASP 


315 


14 


.877 


8 


.924 


-1 


.266 


1 


00 


22 


.24 


ATOM 


2054 


CA 


ASP 


315 


16 


.082 


8 


.238 


-0 


.807 


1 


.00 


27 


.08 


ATOM 


2055 


CB 


ASP 


315 


16 


.718 


7 


.447 


-1 


.958 


1 


.00 


36 


.01 


ATOM 


2056 


CG 


ASP 


315 


16 


.063 


6 


.099 


-2 


.174 


1 


.00 


40 


.69 


ATOM 


2057 


ODl 


ASP 


315 


15 


.166 


6 


. 006 


-3 


.041 


1 


00 


45 


. 06 


ATOM 


2058 


0D2 


ASP 


315 


16 


.449 


5 


.132 


-1 


.474 


1 


00 


47 


. 14 


ATOM 


2059 


C 


ASP 


315 


17 


. 099 


9 


.216 


-0 


.217 


1 


. 00 


25 


.78 


ATOM 


2060 


0 


ASP 


315 


18 


.221 


8 


.831 


0 


.139 


1 


.00 


27 


.53 


ATOM 


2061 


N 


SER 


316 


16 


. 736 


10 


.496 


-0 


.204 


1 


.00 


23 


.63 


ATOM 


2062 


CA 


SER 


316 


17 


.583 


11 


.540 


0 


.359 


1 


.00 


20 


.13 


ATOM 


2063 


CB 


SER 


316 


17 


.239 


12 


.896 


-0 


.255 


1 


.00 


16 


.00 



35/150 



PIG. IJJ 





o n c y1 


or! 






1 R 




xo • 


07Q 
\j t ^ 


- 0 . 


33 6 


1 ^ 


► 00 


14 


. 43 




o r\ c c 


o 


CT7D 


O X o 




J o u 


1 1 

XX. 


^A Q 

Dte -17 


T 

X . 


866 




► 00 


16 


. 95 




once 

^ U D D 




CT7P 


J X o 


1 p 
X o . 


oil 

Z X X 


1 1 

XX. 


2? J7 2? 


0 


62 5 




> 00 


19 


. 02 


AX UM 


Z U D / 


KT 


T T7TT 


J X / 


X o . 


1 Q 1 
X 7 X 


1 1 

X X • 


\j 0 ^ 


2 


2 73 




00 


11 


. 69 




o n c Q 
^ U b o 


O A 
L-A 


T CTT 


J X / 


X 3 . 


P *7 
oz / 


X u . 


-7 3 D 


-3 

0 • 


0 / X 


]_ 


00 


10 


. 42 




o n Q 


OD 


T CTT 


J X / 


Xfx . 


*? 9 Q 

.J Z 17 


X VJ . 


/ J z 


0 . 


816 


]_ 


. 00 


6 


. 04 




o n T n 




T ITTT 


^ X / 


Xo « 


^ ft 

< ^ z o 


1 T 
XX. 


ftA ft 
Ort 0 


0 

0 « 


< 0 ^ D 




. 00 


7 


. 50 


AIL/M 


o n T 
^ U / J. 




T TTTT 


J X / 


1 1 
XX < 


27 / / 


1 T 
XX • 


A7R 
*± / 0 


-3 

J • 


fin? 

Q U ^ 


1 


. 00 


2 


. 00 


AHJM 


o n T o 




T T?TT 


J X / 


X J . 


ft*?*; 

. oz o 


XJ . 


1 *? 1 

X J X 


A 

ft . 


I W 0 J 




. 00 


9 


. 21 


AlvJIYl 


o n "7 "3 


o 




J 1. / 


1 

X D . 


D *± D 


Q 

-7 . 


771 


4 


3 06 




. 00 


14 


. 46 


Al Ulrl 


o n "7 A 


o 




J 1 / 


1 "7 
X / • 


m p 

U X o 


q 

•7 . 


ft 7fi 


5 . 


432 




. 00 


22 


. 75 


Al 


o n "7 c: 


JN 




J X O 


X o . 


c;p 1 

> D O X 


P 


0 1 J 


3 


596 


3^ 


. 00 


14 


. 45 


ATOM 

Ai UiYl 


o n "7 «^ 


L-A 




J ± o 


1 n 

X / . 


224 


•y 


A 9 A 

Tt 4& 1 


4 


083 


]_ 


. 00 


1 0 


. 89 


AHJlYl 


O A T "7 






O X O 


X o . 


Q n 


£: 

D . 


X 7 X 


0 

0 • 


4 

, 1 ^ 


3_ 


. 00 


5 


. 43 


ATOM 


o n Q 




OUT? 


■7 1 P 
^ X o 


X o . 


> U 7 3 


o • 


1 fift 
X 0 0 


0 

0 < 


R n A 

, D \J *± 




. 00 


2 


. 63 


ATOM 


o n "7 Q 


L.UX 


DUT? 


"il ft 


x*±. < 


*? R1 

1 J D X 


o . 


/ ^ 0 


9 
^ < 


4ft? 
1 *x 0 ^ 




00 


2 


, 00 


ATOM 


o n Q n 






*5T ft 
O X O 


1 A 
X*± • 


A"? T 


D • 


DO X 


A 
ft < 


1 D^ *± 


1 


00 


7 


, 53 


ATOM 


o n Q T 


V_«l!iX 


DUT? 


1 ft 
J X O 


X^ < 


I O 


o . 


^Rft 
0 DO 




47Q 




00 


2 


. 00 


A TOlO! 


o ri Q o 


O'CO 

L.ri2 


T5tJC 


J X O 


T "3 
X J , 


. U J 4 


D . 


A n 

ft D U 


ft . 


. D 0 X 


T 

X 




D 


0 ^ 

. VJ D 


ATOM 


o n Q "3 
^ U o J 


O "7 


Frlcj 


^ X O 


X z . 


O Q A 

. z y ft 


o . 


VJ X / 


-3 

J < 


. D X / 


T 
X 


. Vj w 


-3 


. 68 


Ai UM 


o rv o /I 


L, 


f rliSj 


O X O 


1 p 
X o . 


^P Q 
. DO 


•7 


T p p 

D 0 0 


-3 

0 • 


"7 n n 


T 
X 


. VJ VJ 


X D 


. 81 


ATOM 


2085 


O 


PHE 


J lo 


X 9 . 


T T A 

. xxu 


Q 

0 . 


A P "7 
UO / 


0 

Z . 


T P Q 


T 

X 


A A 
. VJ U 


9 A 

Z ft 


9 0 
. z u 


ATOM 


O A O ^ 


KT 
N 


T3no 
PRO 


J19 


X 9 . 


A E= 


b . 


C 9 
bZ D 


A 

4 . 


A A "3 
> ft ft J 


T 
X 


A n 

. VJ VJ 


X 1 


1 A 
. J ft 


ATOM 


O A Q ^7 

2 087 


CD 


T3no 
PRO 


JX9 


X 9 « 


O c: ft 
. 2DO 


b . 


T 1 R 
XXD 


D . 


ft A 
. 0 U D 


T 
X 


nn 
. uu 


Xj 


7Q 

. / 27 


ATOM 


O rt o o 

2 Ooo 


O A 

CA 


PRO 


J 19 


O A 

2 U . 


. 9,5 X 


b . 


R A £ 
D4 b 


4 . 


nft Q 
. uo 7 


T 
X 


no 

* U VJ 


9 0 
Z U 


9 7 
. Z / 


A TOM 

Ai vjjyi 


o r» Q Q 


on 


DDO 


J X 7 


^ X . 


> D / 7 


b . 


UZ 7 


c 

D ■ 


17ft 
1 0 / 0 


T 
X 


00 


1 Q 

X Z9 


7R 

• / D 


A TOTWr 

ATOM 


o n Q n 
2 0 9 0 


oo 


nno 


J X 9 


O A 

2 U . 


/I *7 O 
► 4/2 


D . 


9 ft 
Z DO 


b . 


. UDO 


n 

X 


00 


X D 


ftO 
. OU 


ATOM 


o r» Q 1 
2 0 91 




PRO 


J 1 9 


2 X . 


, \J / / 


D . 


D D b 


0 

z . 


. i7 X J 


T 
X 


A A 


9 A 
Z ft 


1 1 
. J X 


A TOM 
Al 


o r» o o 
2 vj 92 


o 


nno 


"3 10 

J X y 


O A 


. XO D 


*± . 


'7 P 9 
/ 0 ^ 


9 


A P 
. 0 ft 0 


T 

X 


0 n 

. VJ VJ 


2 1 


. 99 


A TOM 

AlOM 


o n Q o 

2 u y J 


N 


ATA 

AXiA 


U O A 

J 2 U 




. X 9 O 


D . 


Q Q 

D y y 


0 

z , 


T P 
> X 0 D 


T 

X 


A A 
. VJ U 


9 

z 0 


7 Q 
. / 27 


ATOM 


2 0 94 


O A 

CA 


ATA 
AIjA 


Q O A 

o2 U 


2 2 . 


T "7 R 


4 . 


C Q c: 
bi7D 


T 

X . 


A A 
. U ft D 


T 
X 


0 A 
. U U 


9 "7 
Z / 


p n 
• 0 u 


A TOM 

AlvJM 


o n o c 




AT A 


"5 A 
o2 U 


Z X . 


. 3DZ 


D . 


1 ft"? 

X 00 




14ft 
• Xft 0 


T 

X 


no 
. u u 


97 


t^7 

• D / 


TV rpOM 


O A O C 




AT A 


^Z\J 




ftl ft 
. OX o 


*± • 


4 /D 


A 


■ oz u 


T 
X 


00 
• u u 


Z 27 


Q7 

. 27 / 


ATOM 


O A Q T 


o 


AT A 

AXiA 


1 O A 


Z4 . 


. xu u 


• 


9 A 


- n 

V . 


> D 0 X 


T 
X 


00 
• u u 


9 R 

^ D 


4Q 

• f* 27 


A TOM 


O A Q Q 

^ U 9 o 


KT 


Aof 


^ Z X 




'7'? P 


A 


APR 
ft 0 0 


T 

X . 


> D / D 


1 
X 


00 

» \J\J 


14 

0 ft 


44 
• ft 


A TOM 

Al UM 


r> A Q Q 

2 099 


OA 

CA 


A O T3 

AoF 


J ^ X 


Z O . 


. Xfi D 


A 


ZKa 1 


T 

X . 


9 A 
. Z ft 0 


T 
X 


00 
. u u 


1 ft 

D 0 


QO 

• 27U 


A TOM 


O 1 A A 


on 


A O T3 
Aoir 


"3 0 1 
^ ^ X 


Z / ' 


n 

. U 3 O 


t: . 


Q <^ tz 

D D 


2 


9 Q 

• ^ 0 J7 


T 
X 


no 

. VJ VJ 


4 2 


9 fi 


A TOM 

Al vJrl 


O T A 1 

2 i U X 


oo 
Co 


A C D 


^ ^ X 


Z, O . 


P '7 


A 

ft . 


A 9 A 
ft ^ ft 


-3 

0 ■ 


7 9 


3^ 


n 0 

. VJ u 


4 8 


. 3 6 


A TOM 


O T A O 

2 X U 2 


orM 
UUX 


A OT3 

AoP 


'SOT 
J 2 X 




POT 
. oZ X 


/I 


T 9 A 
/ Z ft 


A 

H . 


9 Q "3 

. Z J7 J 


T 
X 


0 A 

. \J VJ 


R 0 

D U 


QP 

. 27 0 


A TOM 

ATOM 


2 10 J 


VJL/2 


A OT3 

AoP 


J 2 X 


Z / . 


•7 C Q 
. / 3 9 


•a 

o . 


C P "3 
bOD 


A 

ft . 


1 AA 
. X4fi 


T 
X 


n n 
. u u 


c;9 
DZ 


01 


ATOM 


O 1 A>1 

2104 


C 


A OT3 

AoP 


J2 1 


2 b . 


.44 3 


Z . 


/D f 


X , 


• X7D 


T 
X 


no 
• uu 


1 7 


94 
. ^ ft 


ATOM 


O T A C 

2105 


O 


A OO 

AoP 


j21 


2 / 


CAT 

. oux 


2 . 


1 ^ T 


X , 


*3 A Q 
. 04 9 


T 

X 


00 
. uu 


0 0 


ft4 
• Oft 


A TOM 

AiUM 


21Uo 


XT 


OTPD 

orjR 


•a o o 

J2 2 


ZD 


AAA 
. 4 U4 


T 

X . 


qc;t 

C7DX 


A 


QQ4 

. 27 27 ft 


1 

X 


00 
. u u 


9 ft 
z 0 


4 R 

• ft D 


TV T'/^IVJT 

ATOM 


2107 


CA 


SER 


o o o 
J 2 2 


2 z> 


C A 
. DO U 


A 


C A A 
D U4 


A 

u 


Q 9 A 

. yz ft 


T 
X 


A A 


9 c; 

Z D 


ft 

. 0 0 


ATOM 


o n A o 
210o 


on 
Co 


OCjK 


"3 O O 

J 2 2 


o c 

Z 3 


*7 Q A 


_ A 


A P 9 
U OZ 


0 
Z 


19 9 
. 0 Z Z 


T 
X 


0 A 
. U VJ 


97 
z / 


. X D 


A TOM 

ATOM 


O T A Q 

210 9 


oo 




"3 O O 

J ^ 2 


Z 4 


. D / b 


A 


A ^ P 

U b 0 


•3 


A "7 P 

. u / 0 


T 
X 


0 A 


9 1 
Z J 


1 7 

. X / 


ATOM 


2110 


C 


SER 


3 22 


24 


o » c 
. j4 D 


- u . 


T T A 
1 /U 


U 


■3 A "3 
. J U J 


T 
X 


A A 


9 9 
Z Z 


p 1 


ATOM 


2111 


O 


SER 


322 


23 


. 264 


0 . 


419 


0 


. 193 


1 


.00 


23 


.80 


ATOM 


2112 


N 


GLU 


323 


24 


.505 


-1. 


440 


-0 


.043 


1 


.00 


18 


.89 


ATOM 


2113 


CA 


GLU 


323 


23 


.406 


-2. 


,181 


-0 


.628 


1 


.00 


18 


.36 


ATOM 


2114 


CB 


GLU 


323 


23 


.899 


-3. 


,470 


-1 


.270 


1 


.00 


15 


.88 


ATOM 


2115 


CG 


GLU 


323 


23 


.139 


-3 . 


804 


-2 


.525 


1 


.00 


16 


.76 


ATOM 


2116 


CD 


GLU 


323 


23 


.509 


-2 . 


, 900 


-3 


.674 


1 


. 00 


13 


.21 


ATOM 


2117 


OEl 


GLU 


323 


24 


. 719 


-2 . 


,705 


-3 


.918 


1 


.00 


8 


.62 


ATOM 


2118 


OE2 


GLU 


323 


22 


.591 


-2 , 


,378 


-4 


.332 


1 


.00 


16 


.00 


ATOM 


2119 


C 


GLU 


323 


22 


.400 


-2 . 


,498 


0 


.465 


1 


.00 


16 


.65 


ATOM 


2120 


O 


GLU 


323 


21 


. 194 


-2 . 


,595 


0 


.205 


1 


.00 


14 


. 62 


ATOM 


2121 


N 


HIS 


324 


22 


.913 


-2 , 


.648 


1 


.690 


1 


.00 


19 


.20 


ATOM 


2122 


CA 


HIS 


324 


22 


.096 


-2 . 


.938 


2 


.868 


1 


.00 


12 


.46 



36/150 



ai/5010 



FIG. IKK 





^ X. ^ J 




HIS 


324 


22 . 


981 


-3 


. 132 


4 , 


105 


1 , 


00 


18 . 


88 




^ X ^ 1 




n X o 


324 


22 . 


200 


_ 3 


. 360 


5 . 


366 


1 . 


00 


19 . 


65 




9 1 9 c; 




n X o 


9 4 
O Z *z 


2 1 . 


581 


- 4 


. 4 64 


5 . 


845 


1 . 


00 


15 . 


42 


ATOM 


9 1 9 
^ X ^ o 




n X o 


J Z *x 


2 1 . 


924 


- 2 


.347 


6 . 


2 61 


1 , 


00 


19 . 


17 


ATOM 


9 T 9 T 
^ X Z / 


OP1 


n X o 


94. 
J z 1 


2 1 , 


16 0 


_ 2 


.815 


7 . 


230 


1 . 


00 


20 . 


86 


ATOM 


z xz o 


MP9 


XIXO 


O Z *x 


20 . 


937 


-4 


. 097 


7 , 


003 


1 . 


00 


17 . 


26 


TV TOM 


9 1 9 Q 
Z XZ Z7 




XIXO 


z rft 


Z X • 


X^ X 


_ 1 


. 782 


3 . 


115 


1 . 


00 


11 . 


45 


TV TOM 


z x^ u 




n X o 


J Z rt 


1 Q 
X 7 • 




_ 1 


. 980 


3 . 


338 


1 . 


00 


12 . 


09 


a TOM 


9 1 1 
Z X J X 


XN 


AQM 

/4.0XN 


"79 
J z o 


91 

Z X . 


D 0 7 


- 0 


. 568 


3 . 


065 


1 . 


00 


12 . 


08 


7\ TOM 


9 1 9 
Z X ^ Z 




/^OXN 


.3 z 3 


2 0 . 


875 


0 


, 626 


3 . 


278 


1 , 


00 


15 . 


82 


A TOM 


Z X o o 






9 

0 z 3 


2 1 . 


758 




. 876 


3 . 


4 03 


1 , 


00 


18 . 


70 


A TOM 


9 1 4 
Z X O 'z 




r\OXM 


9 R 
0 z 3 


2 2 


479 


3_ 


.960 


4 . 


746 


1 , 


00 


14 . 


57 


ATOM 


9 1 7 
Z X ^ o 


ODl 


ASN 


32 5 


21 . 


934 


1 


. 558 


5 . 


777 


1 . 


00 


2 0 . 


65 


A TOM 


Z X J o 




i-lOXN 


7 9 R 


23 . 


702 


2 


.489 


4 ^ 


742 


1 , 


00 


8 . 


45 


ATOM 


Z X ,3 / 


o 


AOXN 


z ^ 


19 . 


820 


0 


. 802 


2 . 


186 


1 , 


00 


17 . 


97 


ATOM 


2138 


o 


ASN 


325 


18 . 


671 


1 


. 166 


2 . 


474 


1 , 


00 


18 . 


, 10 


ATOM 
nX 


Z X J 17 


XN 


Xj X O 


J Z D 


90 

Z V • 


197 


0 


. 498 


0 . 


943 


1 , 


00 


17 . 


, 49 


ATOM 


9 1 4 fi 
Z Xft u 


oa 


T.VQ 
Xj X O 


0 Z D 


1 Q 

X 7 • 


279 


0 


. 599 


- 0 . 


189 


1 , 


00 


13 . 


39 


ATOM 


9 14 1 
Z X X 




Xj X O 


9 

..3 Z D 


9 n 

z yj . 


015 


0 


.3 28 


_ 2. . 


4 96 


1 . 


00 


13 , 


97 


ATOM 


9 14 9 
Z X 'I Z 


on 


T.VQ 
Xj X O 


J Z D 


9 n 

z yj . 


ftQI 

. 0 J7 X 


3^ 


.4 71 


- 1 . 


94 8 




0 0 


13 . 


26 


ATOM 


Z X ri o 


on 


T.VQ 
Xj X O 


..3 Z 0 


9 1 
Z X . 


7 R "3 


2^ 


. 047 


_3 


118 




00 


16 . 


38 


ATOM 


9 1 4. 4. 
Z X^fc fi 


OP 


T.VQ 
Xj X O 


7 9 
J ^ 0 


9 9 
z z . 


1 0 


2 


2 02 


-3 


62 8 


1 ^ 


0 0 


1 8 . 


, 4 8 


A TOM 


9 1 4. 
Z X4 D 


IN ill 


T.VQ 
Xj X o 


.3 z 0 


9*^ 
Z J • 


79 1 

. / Z X 


]^ 


7 R9 
. / 3 z 


-4 


511 


1 ^ 


00 


2 0 . 


, 03 


A TOM 


9 1 4. 
Z Xl O 


o 


T.VQ 
Xj X O 


.3 z 0 


1 ft 

X 0 < 


111 

> X X X 


- n 


"3 fi7 

• 3 Q / 


- 0 . 


043 


1 ^ 


00 


12 , 


. 95 


ATOM ' 


9 1 4. T 
Z Xrt / 




T.VQ 


..3 Z 0 


1 

xo < 


QR R 


n 

V 


OOft 
• V/ w 0 


- 0 . 


263 


1 ^ 


00 


17 . 


. 37 


ATOM 


9 1 4. ft 
Z Xft O 




XjILU 


"59 "7 


1 ft 
xo ■ 


409 
■ *± u z 


_ 1 

X 


• 3 7 7 


0 


^R 

3 V 3 


1 . 


00 


8 . 


. 13 


A TOM 


9 1 4. Q 


oa 


T.TPTT 


"5 9 


1 7 

X / • 


> .J 0 z 


_ 9 

z 


• 0 u 3 


0 


R4 Q 

3 ■* «7 




00 


6 . 


■ 10 


A TOM 


9 1 c; n 

Z X 3 Lr 


on 


T T?TT 


T 9 "7 


1 7 

X / . 


QQ9 




Q7T 


n 

u . 


7 Qft 




0 0 


1 0 


78 


ATOM 


Z X O X 


oo 


T.TI'TT 


9 *? 


1 

X / . 


04 R 

• U *z 3 


3 


1 1 "3 
. X X 3 




171 




0 0 


5 . 


. 81 


A TOM 

/\x ur*i 


O T C 9 
Z X 3^ 


o"ni 


T CTT 


'3 9'? 


1 ^ 
X 0 . 


. X 0 0 


3 


. rx 0 0 


Urn 


n 1 9 

U X z 


X • 




8 


81 


A TOM 


9 1 t^'i 
Z X3^ 


0"n9 


T.PTT 


"3 9 *? 


1 1 

X / . 


ft R9 
. 0 3 Z 




•3 n R 

• 3 u 3 


1 

X • 


fil 0 
0 X u 




00 


2 . 


. 24 


A TOM 


9 1 




T.T?TT 
XjCiU 


"1 9"? 
.3Z / 


1 

xo < 


4*30 
1 u 0 


- 9 
z 


9 m 

. z 3 X 


1 

X « 


7nft 


X • 


nn 


7 


. 3 X 


A TOM 


9 1 R 
Z X03 




T.I?TT 
XjCiU 


.9Z f 


1 

X 3 < 


91 7 

1 Z X / 


z 


4 HQ 


X • 


0 V 7 




00 


9 


. 49 


A TOM 


Z XD O 


VT 
IN 


T VQ 
Xj X o 


.3 Z 0 


1 7 

X / < 


. uz 0 


- 1 

X 


7ftR 

• / 0 3 


9 

z • 


ft nQ 




00 


5 , 


, 63 


A TOM 


9 1 "7 
Z X 3 / 


OA 


T.VQ 
Xj X iD 


'39ft 
^ z 0 


1 

X 0 . 


9 c;9 

. Z 3 Z 


_ 


.4 02 


3 


985 


1 ^ 


00 


5 ^ 


. 88 


ATOM 


9 1 ft 
Z X o o 


OR 


T.VQ 
Xj X O 


9 ft 
J zo 


17 


. X D D 


- 1 


. 179 


5 . 


191 




00 


10 . 


. 06 


A TOM 


9 1 Q 
Z X o ^ 


OO 


T.VQ 
Xj X O 


'39ft 
J z 0 


1 7 

X / < 


7ft 0 


_ 9 
z 


4 R 

• "x 0 3 


3 . 


720 


1 . 


00 


11 , 


. 60 


A TOM 


9 1 n 

4& X o u 


on 

V_X^ 


T.VQ 
Xj X O 


"3 9 ft 
J z 0 


1 

X 0 • 


<^7Q 

. 0 / -7 


_ "3 


.4 68 


6 . 


024 


1 ^ 


0 0 


8 


. 26 


ATOM 


9 1 1 
Z X O X 


017 


T VQ 
Xj 1 o 


'39ft 

0 z 0 


1 n 

X / . 


9 "3 1 
. Z J X 


- 4 


7ft Q 


0 . 


Ri 

' 3 X 0 


3^ ^ 


0 0 


7 


. 01 


ATOM 


91^9 
Z X o z 


INZt 


T.VQ 
Xj X O 


*3 9 ft 
^ z o 


1 

X 0 < 


lift 
> X X 0 


3 


• 0 0 z 




i 7 *± 0 


1 . 


00 


9 , 


. 67 


A TOM 


Z XO^ 


/-• 
\^ 


T.VQ 
Xj 1 o 


19ft 
J z 0 


1 R 

X3 . 


499 
• rl Z Z 


- 0 


• X 0 3 


3 • 


79R 

1 f ^Zj 




00 


5 


. 26 


ATOM 




r\ 
\J 


T.VQ 
Ij X o 


•3 9 ft 
J z 0 


1 4. 
Xl 1 


9ft4 
■ ZO^ 


- n 


nc4 


^ • 


> X 73 




00 


5 


. 47 


ATOM 
/VX wItI 


Z XO 3 


M 
IN 


AT a 


9 Q 
^Z 7 


1 1; 

X D . 


Qft 1 


n 
u 


« / 0 3 


9 

z • 


QR4 

> -7 3^ 




00 


4 


. 26 


TiTOM 


9 1 ^ C 
Z XtD O 


OA 


AT A 


"3 9 0 

^ Z j7 


1 

X 0 . 


9 Q 1 
. Z J? X 


X 


QQ7 


2 


624 




00 


5 


. 4 6 


A TOM 


9 1 "7 
Z X O / 


OR 


AT A 


"3 9 Q 


1 ^; 

X 0 . 


1 Q 
. X 7 0 


2 


Q1 1 

. Z/ X X 


]_ 


.82 5 




00 


8 


. 76 


ATOM 


9 1 «^ ft 
Z X D O 


p 


AT A 


"3 9 0 
J Z I? 


1 4. 
X *± . 


. 024 




.6 76 




fl4 R 

> 0 3 


1 , 


0 0 


8 


. 00 


ATOM 




U 


ATA 


"3 0 Q 

J z ^ 


x^ . 


Q Q 7 


z 


"3 ft 
. 3 U 0 


z . 


n c;4 


X . 


0 n 


1 9 
X z 


ft ft 
. 0 0 


ATOM 


2170 


N 


SER 


330 


14 


. 095 


0 


.665 


0 . 


,975 


1 . 


. 00 


12 


.20 


ATOM 


2171 


CA 


SER 


330 


12 


.933 


0 


.244 


0 . 


.184 


1. 


.00 


12 


.36 


ATOM 


2172 


CB 


SER 


330 


13 


.363 


-0 


.524 


-1. 


.070 


1. 


.00 


14 


.81 


ATOM 


2173 


OG 


SER 


330 


14 


.281 


-1 


.556 


-0 . 


.770 


1. 


.00 


19 


.19 


ATOM 


2174 


C 


SER 


330 


11 


.929 


-0 


.560 


1 . 


.019 


1. 


.00 


9 


.23 


ATOM 


2175 


0 


SER 


330 


10 


.715 


-0 


.437 


0 . 


.841 


1 . 


. 00 


9 


.24 


ATOM 


2176 


N 


GLN 


331 


12 


.439 


-1 


.344 


1 . 


.966 


1 . 


. 00 


14 


. 64 


ATOM 


2177 


CA 


GLN 


331 


11 


.580 


-2 


.128 


2 . 


.861 


1 . 


. 00 


13 


.55 


ATOM 


2178 


CB 


GLN 


331 


12 


.409 


-3 


.181 


3 . 


.608 


1 . 


. 00 


14 


.40 


ATOM 


2179 


CG 


GLN 


331 


12 


.776 


-4 


.408 


2 . 


.764 


1 . 


. 00 


16 


.36 


ATOM 


2180 


CD 


GLN 


331 


13 


.811 


-5 


.308 


3 < 


.417 


1, 


.00 


15 


.16 


ATOM 


2181 


OEl 


GLN 


331 


14 


.614 


-4 


.868 


4 , 


.232 


1 , 


.00 


17 


.13 



37/150 



FIG. ILL 



a TOM 


^ X o ^ 


NE2 


GLN 


331 


13 


. 811 


-6 


, 577 


3 


. 037 


1 . 


00 


24 . 


53 


21 TOM 


9 1 ft *^ 

^ X O J 


p 


GLN 


331 


10 


. 835 


-1 


.211 


3 


. 851 


1 , 


00 


10 . 


18 


TV TOM 


9 1 ft 4. 
4^ X O *x 


o 


GLN 


331 


9 


. 673 


- 1 


. 460 


4 


. 199 


1 . 


00 


11 . 


53 




2185 


N 


ALA 


332 


11 


. 490 


- 0 


. 135 


4 


. 2 75 


1 . 


00 


6 . 


48 


a TOM 


218 6 


CA 


ALA 


332 


1 0 


,876 


0 


.809 


5 


. 194 


1 . 


00 


4 . 


04 


ATOM 
■TV X yJU'l 


O 1 ft *? 

i<S X o / 


OR 


AT.A 


7 9 

O ^ 


11 


.871 


1 


. 849 


5 


. 605 


1 , 


00 


2 . 


00 


ATOM 


91 ftft 
^ X o o 


p 


ALA 


332 


9 


. 734 


X 


. 456 


4 


.451 


1 . 


00 


10 . 


26 


n X Wl^J 


91 RQ 

^ XO 7 




AT.A 


J o ^ 


s 


. 584 


1 


.433 


4 


. 900 


1 . 


00 


10 . 


60 


ATOM 


91 QO 
4& X 7 w 


IN 


APn 


J ^ J 


10 


. 055 


1 


. 927 


3 


. 246 


1 . 


00 


15 . 


77 


ATOM 


9 1 Q 1 
^ X I? X 


PA 


ARG 


333 


9 


, 110 


2 


. 584 


2 


. 351 


1 . 


00 


13 . 


48 


/-i X Wl"! 


9 1 Q 9 
^ X I? ^ 


PR 


ARG 


333 


9 


.84 8 


3 


. 065 


1 


. 104 


1 . 


00 


14 . 


31 


ATOM 


9 1 Q 7 

^ X Z7 J 


prj 


ARG 


33 3 


9 


. 063 


3 


.999 


0 


. 204 


1 . 


00 


12 . 


38 


ATOM 


2 194 


—CD 


ARG 


333 


9 


. 895 


4 


,319 


- 1 


.017 


1 . 


00 


XX . 


06 


ATDM 
rt. X 


9 1 Q R 

^ X Z7 3 




ARn 


o o o 


1 1 


.106 


5 


.055 


- 0 


.679 


1 . 


00 


10 . 


28 


ATOM 


9 1 Qfi 
^ X 7 O 


P7 


Apn 


J o o 


12 


.3 07 


4 


. 814 


_ 1 


. 194 


1 . 


00 


17 . 


30 


ATOM 


91 

^ X 17 / 


XNflX 




J o J 


12 


.477 


3 


. 847 


-2 


. 082 


1 . 


00 


23 . 


65 


ATOM 


91 QP 
^ X 7 o 


KrH9 
XNn^ 


APn 


J ^ o 


1 7 

X o 


.350 


5 


. 53 9 


-0 


. 809 


1 . 


00 


18 . 


12 


ATOM 


91 QQ 

^ X ^ 37 


p 


APn 


J J o 


7 


. 979 




. 620 


1 


. 984 


1 , 


00 


13 . 


96 


ATOM 


9 9 n n 




ARO 


.3 J J 


5 


.82 3 


2 


.03 8 


1 


. 867 


1 , 


00 


15 , 


4 0 


ATOM 


^ ^ U X 


N 


AQP 

It 


3 3 4 


5 


.300 


0 


.328 


1 


. 854 


X . 


00 


10 . 


58 


ATOM 


9 9 0 9 
^ ^ ^ 


PA 


ASP 


3 3 4 


7 


.3 02 


- 0 


.696 


1 


, 538 


X . 


00 


11 . 


35 


ATOM 


^ ^ U J 


PR 


AQP 


T d 

O J *x 


7 


, 970 


- 2 


.03 7 


1 


. 211 


X . 


00 


2 0 . 


54 


ATOM 


9904 

^ 4b ^ 




ASP 


334 




. 956 


- 3 


. 141 


0 


. 915 


X . 


00 


24 . 


07 


ATOM 


9 9 n c: 


oni 


AQP 


J ^ ^ 


o 


% \j / / 


« 9 


Q4 1 

. 7 'x X 


0 


• V/ *x O 


X , 


00 


30 . 


63 


ATOM 


9 9 n 
^ ^ u o 


on 9 


AQP 

AO It 


J .J ^ 


7 


07 


- 4 


91 7 

. 4S X J 


\ 




1 . 


00 


26 . 


21 


ATOM 


9 9 n •? 


p 


AQP 


J J 1 


g 


, 358 


- 0 


. 877 


2 


. 722 


X . 


00 


9 , 


90 


ATOM 


9 9 fi ft 
^ ^ u o 


o 


AQP 


o J 1 


5 


. 14 0 


- 0 


. 961 


2 


. 560 


X , 


00 


10 . 


84 


ATOM 


9 9 n Q 

^ ^ U 17 


XN 




R 




. 922 


- 0 


. 950 


3 


. 920 


X . 


00 


9 . 


79 


ATOM 


9 9 1 n 

^ ^ X u 


PA 


LEU 


3 3 5 




.111 


_ 1 


. 095 


5 


,116 


X . 


00 


8 , 


58 


ATOM 
/VX V^I^l 


9 9 11 
^ ^ X X 


OR 


T TTTT 


1^ 

J J 3 


7 


• V/ X 7 


_ 


14ft 
. X *x O 


5 


3 3 5 


X . 


00 


11 , 


2 8 


ATOM 


9 919 


pn 


Xj 


J J ^ 




, 454 


_ \ 


. 421 


7 


. 728 


X . 


00 


7 , 


73 


ATOM 


9 9 1 
46 ^ X J 


oni 


T.T?TT 
XjCjU 


•5 "5 R 

J J 3 




• rt^ ^ 


_ 9 


RR7 


7 


771 

. / J X 


X , 


00 


4 , 


16 


ATOM 


9 9 1 A 
^ ^ Xrx 


r'n9 


T.TTTT 


J ^ o 


•7 

/ 


fi94 


X 


74 n 


o 
o 


. 626 


X . 


00 


6 . 


63 


ATOM 


9 9 1 


p 




J J 3 




1 77 
• X / o 


0 


. V ^ ^7 


5 


. 197 


X . 


00 


6 . 


79 


ATOM 


9 9 1 
^ ^ X o 




T.P'TT 


J J ^ 


3 


* 17 O 3 


_ 0 


. 062 


5 


, 3 62 


1 , 


00 


8 . 


39 


a TOM 


9 9 1 T 
Z, Z, ± / 


"NT 
IN 


T .T7TT 


7 7 

J o 


c 


77 ft 




.287 


4 


. 993 


X . 


00 


4 ^ 


95 


ATOM 


9 9 1 ft 
^ <C X o 


PA 


T.PT7 


J o o 




996 


2 


54 8 


5 


.016 


X , 


00 


5 . 


17 


ATOM 


9 9 1 Q 


OR 


T "PIT 


7 7 <^ 


c 


Q7 7 




717 
. / X o 


4 


. Q Z7 X 


X . 


00 


2 , 


00 


ATOM 


9 9 9 n 




T.'P'TT 


7 7 

J J \J 


o 


7fi7 


4 


.23 8 


5 


,8 67 


X . 


00 


3 , 


17 


ATOM 


9 9 9 T 


om 


T 'PTT 


7 7 
J ^ o 


o 
o 


n^^ 7 


A 
rt 


ft 79 


c 


41ft 
. 1 X o 


X < 


no 


2 . 


00 


ATOM 


9 9 9 9 


on 9 




J J Q 








91 0 

• 46 X 




^ Rft 

. V ^ o 


X , 


, 00 


2 . 


00 


ATOM 


9 9 9 "3 






7 7 C 
J O D 


•a 


n9 Q 




c;97 


A 


044 


X , 


. 00 


7 ^ 


82 


ATOM 


9 9 94 


\j 


T I?TT 


77 ^; 

J J o 


o 


79ft 




. 17 O O 


4 


7 RO 
. J o u 


X , 


00 


7 ^ 


70 


A fpOM 


9 9 9 1^ 


KT 
IN 




7 7 "7 


*± 


. U D X 


X 


. 27 O *± 


2 


.8 61 


X 


00 


12 . 


67 


ATOM 


9 9 9^ 


OA 


Cl?R 


7 7 '7 




n 7 

. U O 3 


X 


ft4 Q 


X 


ft 7 1 

. O O X 


X 


00 


16 . 


OR 


ATOM 


9 9 9 


OR 


GT?P 


7 7 9 




c: 7 
. O O O 


1 

X 


7 n 
. o o u 


n 


^94 

. O 4^ 'X 


X 




17 . 


25 




O O O Q 


U\j 




*J "3 T 




Q Q A 




m 9 

. U X ^ 


u 


n 9 


1 

X < 




1 

X o . 


ft 7 


ATOM 


2229 


C 


SER 


337 


1 


.909 


0 


.894 


2 


,245 


1 . 


. 00 


17 , 


26 


ATOM 


2230 


O 


SER 


337 


0 


.786 


1 


.000 


1 


.743 


1. 


.00 


19. 


04 


ATOM 


2231 


N 


LYS 


338 


2 


.227 


-0 


.056 


3 


.128 


1. 


.00 


17. 


99 


ATOM 


2232 


CA 


LYS 


338 


1 


.256 


-1 


.033 


3 


.617 


1. 


.00 


10 . 


96 


ATOM 


2233 


CB 


LYS 


338 


1 


.965 


-2 


.289 


4 


.091 


1 , 


.00 


12 . 


91 


ATOM 


2234 


CG 


LYS 


338 


2 


.830 


-2 


.975 


3 


. 070 


1 , 


. 00 


11 . 


53 


ATOM 


2235 


CD 


LYS 


338 


2 


. 082 


-4 


.071 


2 


.357 


1 


. 00 


11 . 


57 


ATOM 


2236 


CE 


LYS 


338 


3 


. 033 


-5 


.208 


2 


.000 


1 , 


.00 


17 . 


59 


ATOM 


2237 


NZ 


LYS 


338 


4 


.347 


-4 


.736 


1 


.464 


1 , 


. 00 


5 . 


95 


ATOM 


2238 


C 


LYS 


338 


0 


.460 


-0 


.479 


4 


. 777 


1 , 


. 00 


6 . 


87 


ATOM 


2239 


O 


LYS 


338 


-0 


.737 


-0 


.723 


4 


.885 


1. 


.00 


7 . 


,32 


ATOM 


2240 


N 


MET 


339 


1 


.128 


0 


.262 


5 


.655 


1 


.00 


10. 


.96 



38/150 



FIG. IMM 



ATOM 


O O A 1 




Visit ± 




0 

\J 1 




0 . 


842 


6 . 


833 


1 , 


00 


12 . 


64 


a TOM 


O "5 A 






J J 7 


JL ' 


• 3 u 3 




161 


7 ^ 


921 


X . 


00 


13 . 


33 


a TOM 


A'i 






1 "5 Q 
^ ^ ^ 


0 

Z < 


1 p 1 

> X 0 X 


- 0 , 


061 


8 . 


514 


1 , 


00 


13 . 


21 


n TOM 


O OA 4 






7 "5 Q 


-3 


A 7 

. rt / 3 


0 


,3 57 


9 ^ 


675 


1 , 


00 


17 . 


84 


a TOM 






MT?T 


Q 

J J ^ 




01 R 
. Z X 0 


- 0 


Rfi A 

, 0 0 *± 


10 


884 




0 0 


2 0 . 


59 


ATOM 


^ Zfi O 


o 




"5 Q 

J J 17 


- 0 


■^47 


2 , 


082 


6 . 


530 




00 


10 . 


. 81 


ATOM 




O 
w 


MT7T 


O J 7 


_ 1 


. 512 


2 . 


. 168 


6 . 


930 


X , 


00 


11 . 


79 


ATOM 


O O A Q 


KT 


T T7TT 


1 A n 
J ^ u 


n 


• Z 3 / 


3 < 


• u z 7 


3 . 


813 




00 


10 . 


89 


ATOM 


O O A Q 


V-A 




1 A n 

^ 1 u 


- n 


.415 


4 


271 


5 . 


4 54 


1 , 


00 


9 , 


, 27 


ATOM 


O O c: n 
^ Z 3 U 






A n 

J rt U 


n 
u 


c;qp 


5 


.3 66 


5 . 


118 




00 


7 , 


, 51 


ATOM 


O O 1 


OO 


T T?TT 


A n 

J T u 


X 


"311 
. 3 X X 


c: 

3 • 


. 17 3 17 


6 


3 44 


1 ^ 


00 


7 ^ 


71 


A TOM 


O O o 
^ Z D Z 






A n 
J *± u 


0 
z 


c;i 1 
. 3 X X 


0 ■ 


771 


3 • 


93 8 


]_ _ 


0 0 


7 ^ 


14 


ATOM 


O O C T 

z I) J 


OOO 


T TT'TT 


"X A CS 
J ft u 




'3 "3 
.330 


£1 
0 < 


n An 


7 ^ 


X / j7 


1 , 


0 0 


6 


71 


A TOM 


O O A 




T .TT'TT 


7 A O 
J ri V/ 


X 


Q n 
• 3 7 u 


4 


082 


4 


310 


1 . 


00 


1 0 . 


. 12 


ATOM 


O O c: c 


o 


T .T?TT 


"5 A n 


X 


1 "30 
• X3 Z 


A 

ft < 


> 3 X u 


3 . 


1 R7 


1 . 




13 . 


. 32 


ATOM 


O O C 


M 


VAJ-i 


7 AI 
fx X 


_ 0 
z 


• 3 Z 0 


3 • 


4 

• *z 0 3 


4 ^ 


624 




00 


5 , 


. 63 


ATOM 


O O C T 


oa 
L.A 


VAJj 


TAT 


.3 


E^n 1 

. 3 0 X 


J • 


. z u 3 


•a 

3 • 


> D 3 0 




on 


4 ^ 


1 3 7 


ATOM 


O O C Q 




V AJ-i 


1 A 1 




.007 


X < 


0*3 
• 0 73 


•3 

3 • 


•3 n 

. 3 0 u 


1 

X • 


nn 


7 ^ 


19 


A TOAA 

Ai UM 


O O C Q 


OO 1 


■^7A T 
V AJj 


J fi X 


— A 


Q ^ P 
.000 


X . 


A n p 

. ft u 0 


0 

z . 


A f^T 
. *± 0 X 


X . 


nn 


p 

0 ■ 


► 0 7 


A TOM 


o o 

Z Z b U 


oo o 


V Aij 


■5 A T 
0 ft X 


Z 


"3 0 0 

. 3 7 J7 


X . 


1 Q R 
• X 7 3 


0 

z • 


714 


]_ ^ 


n n 


8 


14 


A 'T'0^/I 


o o £r 1 
Z z o X 




T7A T 


■5 A 1 
J ft X 


- A 
~ ft 


P Q 1 
. 0 7 X 


-3 

3 . 


71 R 
> / X 0 


4 


227 


1 . 


00 


5 


17 


A T'OM 


o o £r o 


U 


17A T 
V Aij 


"5 A 1 
J ft X 




"3 1 A 
. 3 X ft 


-3 

3 . 


0 P R 
.ZOO 


c 

3 . 


0 Q n 

. z 7 \J 


X . 


n n 


X :j i 


. 43 


ATOM 


ZZOO 




TT T? 


"3 A 0 
J ft Z 


~ 3 


c; *? 
. 33 / 


A 

fx . 


. 3 27 j7 


■3 

3 . 


A Q 1 
. *± 7 X 


X . 


00 


6 


. 54 


A T'OM 


O O Ol 


OA 

^A 




0 A 0 




RIO 

. 0 X z 


3 . 


0 1 R 
. Z XO 


3 • 


QO 0 

. 27 Z Z 


X . 


nn 


R 


e;#; 
> 30 


ATOM 


O O C C 




TT 1? 


•5 A 0 




0 c n 
. z 0 u 


0 . 


"3 OA 
. 3 Zft 


0 

Z < 


> 7 Z 3 


T 

X • 


nn 


/ 1 


4*^ 

■ 3 


ATOM 


o o c 


ooo 


TT 17 


1 A 0 


- A 
~ 0 


^^1 ^ 
. 0x0 


D . 


• 7wO 


•a 

3 ■ 


0 QT 
. z 7 / 


1 

X • 


nn 


0 

Z < 


77 
• 3 / 


ATOM 






TT 17 


*5 A 0 
J4 Z 


- C 


0 n Q 
. z u 7 


■7 


4*30 
• fx 3 Z 


0 

z . 


R R 1 

. 0 0 X 


1 

X . 


nn 


1 n 


. 0 3 


ATOM 


O O C Q 

zzoo 




T T 17 


"5 A 0 
J ft Z 


~ D 


•7'? 
. 3 / / 


p 
0 


. 3 3 X 




QT "3 

■ 733 


^ 


00 


13 


. 3 2 


A TOM 

Al UIri 


o o Q 
Z ^: o ^ 




TT T7 


1 A 0 
J ft Z 




Q A "7 
. yfl / 


A 

ft 


0 A A 

. Z ft fx 


A 

ft . 


. X 3 17 




n n 


12 


. 09 


A TOM 


o o T 
ZZ / \J 




TT 17 


"3 A 0 
^ft Z 




P c: P 
. 0 3 0 


/I 
fx 


"3 A 

. 3 3 ft 


A 

ft 4 


Q'3 n 

. 17 3 U 




nn 


1 8 


08 


ATOM 


O O T 1 


TCI 


Aoir 


'XA'X 


_ T 
f 


Q1 n 

• 7 X u 


•3 
3 


n Q'? 


3 


.500 




00 


1 9 


. 4 1 


ATOM 


O O "7 O 

ZZ 1 z 


oa 

V-A 


a CD 
Aolr 






Q70 
• 7 / Z 


0 
Z 


1 1 •? 

• XX/ 


•3 

3 1 


► 688 




0 0 


2 0 


. 62 


ATOM 


O O T> 

ZZ 1 ^ 


on 


Aolr 


1 A*! 


- Q 


"3 QR 
• 3 7 0 


1 

X ■ 


.330 


0 
z < 


"3 "3 

> 3 3 0 


^ 


nn 


0 "3 

z 3 I 


, 24 


ATOM 


O O T A 




& CD 


A'^ 
J fi J 


-in 

X u 


71 
• 0 f X 


C\ 

V 


"714 
• / Xfz 


0 

Z 1 


400 

• ft z z 


]_ _ 


on 


24 


. 40 


A TOM 

Ai Url 


O O T C 

ZZ I O 


orM 


A OD 

Aof 


OAT 
Jfl -3 


""XX 


^ 

. 330 


X 


no A 


3 < 


04 R 
> Zft 0 


X . 


on 


0 fl 
z 0 


. 7X 


A TOM 

Ai L/IVl 


O O "7 ^ 


ooo 


A OD 

Aoxr 


•3 A "3 
Ofl J 


-in 
- X u 


p n 
. 0 u 3 


- n 


0 A'3 
. Z fx 3 


X < 


1 0 3 0 


1 

X . 


on 


"3 "3 
3 3 


* 0 0 


A T^OAA 

Ai vJJYl 


O O "7 

ZZ 1 1 




A CD 

Aorr 


"3 A "3 
J ft J 




.3x0 


X 


. U U D 


A 

fx . 


<^'3 n 
> 0 3 u 


X . 


n n 


n 

Z U 


RQ 
• 0 7 


A TOM 

Ai vJM 


O O T D 
ZZ I ci 




a CD 
Aof 


"3 A "3 
J ft J 


f 


A A P 
. ft ft 0 




A 1 "7 
. rx X / 


A 

fx . 


. *± D 


X . 


n n 


24 


. 41 


A TOM 

Ai vJIn 


O O "7 Q 

ZZ I ^ 


XT 
JN 


DDO 


"3 A A 
J ft ft 




0 Q c; 

. Z 27 3 




"7 A *? 


3 . 


• D 0 D 


1 

X . 


nn 


18 


. 8 8 


ATOM 


o o o n 


OT^ 


nno 


1 A A 
J fk ft 


— 1 r» 
" X U 


0 0 
. 3ZZ 


X 


A AO 
. fx fx Z 


zr 
0 1 


1 m 
> xu / 


X . 


nn 


1 R 
X 0 


R4 

. Oft 


ATOM 


O O Q 1 


OA 

v-A 


nno 


T A /I 


_ Q 
- 0 


Q EI 0 
. 73Z 


- n 


T nc 

. 3 UQ 


/T 
0 < 


A 1 
> Oft X 


X • 


nn 


1 *7 
X / 


.33 


ATOM 


o o o o 


on 


nno 


"3 A ^ 


— in 

- X u 


1 A fl 


- n 


0 on 
. z y 1/ 






1 

X . 


on 


1 

X 0 


flO 
. OZ 


ATOM 


O O O *3 


oo 


ono 


"3 A A 


— in 

- X u 


Q A 
. 37^ 


X 


1 1 R 
. XXo 




. 3 / X 


X . 


on 


Q 
7 


"TR 


ATOM 


2 2 84 


c 


PRO 


344 


Q 


0 ^ c 

. OD3 


- X 


c /I n 
. 0 fl u 


3 . 


Q 1 '7 

. yx / 


X . 


n n 
u u 


1 Q 

X y 


C7 


ATOM 


22 85 


0 


PRO 


344 


— / 


QA 0 

. y 4 z 


- z 


A 0 0 

. ^ z z 


b . 


1 1^0 
. X 3 z 


X . 


n n 


0 n 
z u 


R Q 
.07 


TV Ti^ll/I 

ATOM 


228 6 


N 


ALA 


T /I C 


- y 


. 0 X X 


- X 


P c: 1 
. 0 3X 


ft . 


Q Q 0 

. y y z 


X . 


n n 


0 n 
z u 


1 0 
. X z 


TV rn/^HA 

ATOM 


2287 


OA 


ALA 


•3 /I C 

J4 5 


- y 


. y X 0 


'J 
- 3 


n T7 
. \J / / 


4 . 


1 Q 0 

. X y z 


X . 


n n 


X 3 


P "3 
. 03 


ATOM 


2288 


CB 


ALA 


345 


-11 


.200 


-3 


. 071 


3 


.363 


1. 


00 


9 


.24 


ATOM 


2289 


C 


ALA 


345 


-8 


.726 


-3 


.394 


3 


.301 


1. 


00 


12 


.79 


ATOM 


2290 


0 


ALA 


345 


-8 


.619 


-4 


.503 


2 


.781 


1 . 


00 


19 


.39 


ATOM 


2291 


N 


LYS 


346 


-7 


.853 


-2 


.416 


3 


.098 


1. 


00 


11 


.07 


ATOM 


2292 


CA 


LYS 


346 


-6 


.661 


-2 


.617 


2 


.288 


1. 


00 


11 


.20 


ATOM 


2293 


CB 


LYS 


346 


-6 


. 628 


-1 


. 627 


1 


. 122 


1 . 


00 


19 


.22 


ATOM 


2294 


CG 


LYS 


346 


-7 


.759 


-1 


. 824 


0 


. 123 


1 . 


00 


21 


.98 


ATOM 


2295 


CD 


LYS 


346 


-7 


.699 


-0 


.761 


-0 


.950 


1 . 


.00 


31 


.16 


ATOM 


2296 


CE 


LYS 


346 


-8 


.808 


-0 


.943 


-1 


.970 


1 . 


. 00 


35 


.66 


ATOM 


2297 


NZ 


LYS 


346 


-8 


.612 


-2 


. 174 


-2 


. 792 


1 , 


, 00 


46 


.86 


ATOM 


2298 


C 


LYS 


346 


-5 


.428 


-2 


.449 


3 


.159 


1, 


.00 


12 


.65 


ATOM 


2299 


O 


LYS 


346 


-4 


.313 


-2 


.723 


2 


.722 


1. 


.00 


14 


.60 



39/150 



10/501002 



FIG. INN 



ATOM 


2300 


N 


7VRG 


347 


-5 . 


637 


-2 . 


018 


4 . 


403 


1 . 


00 


18 . 


46 


ATOM 


2301 


CA 


ARG 


347 


-4 . 


544 


-1 . 


820 


5 . 


352 


1 . 


00 


15 . 


01 


ATOM 


2302 


CB 


ARG 


347 


-4 . 


935 


- 0 . 


811 


6 . 


433 


1 . 


00 


13 . 


75 


ATOM 


2303 


CG 


ARG 


347 


-3 . 


733 


- 0 . 


158 


7 


128 


1 . 


00 


9 , 


99 


ATOM 


2304 


CD 


ARG 


347 


-4 . 


175 


0 . 


743 


8 


272 


1 . 


00 


8 . 


39 


ATOM 


23 05 


NE 


ARG 


347 


-5 . 


122 


1 . 


755 


7 


812 


1 . 


00 


11 . 


90 


ATOM 


23 06 


cz 


i\RG 


347 


-6 . 


13 0 


2 . 


242 


8 


529 


1 . 


00 


14 . 


87 


ATOM 


23 07 


NHl 


ARG 


347 


-6 . 


350 


1 . 


821 


9 


765 


1 . 


00 


20 . 


10 


ATOM 


2308 


NH2 


ARG 


347 


- 6 . 


945 


3 . 


137 


7 


995 


1 . 


00 


13 . 


60 


ATOM 


2309 


c 


ARG 


347 


-4 . 


074 


-3 . 


133 


6 


003 


1 . 


00 


15 . 


98 


ATOM 


2 310 




ARG 


347 


-4 . 


868 


-4 . 


024 


6 


321 


1 . 


00 


18 . 


25 


ATOM 


2 311 


N 


ILE 


348 


-2 . 


764 


-3 . 


221 


6 


204 


1 . 


00 


12 . 


17 


ATOM 


2 3 12 


CA 


ILE 


34 8 


-2 . 


088 


- 4 . 


3 67 


6 


802 


1 . 


00 


10 . 


44 


ATOM 


2313 


CB 


ILE 


34 8 


- 0 . 


556 


-4 , 


152 


6 


681 


1 . 


00 


2 . 


00 


ATOM 


2314 


CG2 


ILE 


348 


- 0 . 


095 


-3 , 


082 


7 


655 


1 . 


00 


4 . 


05 


ATOM 


2315 


CGI 


ILE 


348 


0 . 


198 


-5 . 


444 


6 


951 


1 . 


00 


2 . 


00 


ATOM 


2316 


CDl 


ILE 


348 


1 . 


708 


-5 . 


293 


6 


. 822 


1 . 


00 


3 . 


75 


ATOM 


2317 




ILE 


348 


-2 


444 


-4 , 


519 


8 


.286 


1 . 


00 


15 . 


07 


ATOM 


2 318 


0 


ILE 


34 8 


-2 


906 


-3 . 


565 


8 


. 912 


1 . 


00 


24 . 


64 


ATOM 


2319 


N 


SER 


34 9 


-2 


222 


- 5 . 


708 


8 


848 


1 . 


00 


17 . 


85 


ATOM 


2 3 2 0 


CA 


SER 


34 9 


- 2 


500 


- 5 , 


961 


10 


265 


1 , 


00 


12 . 


24 


r\ 1 KJVi 


9 7 9 1 

4C J ^ J. 




SER 


34 9 


_ 3 


24 3 


- 7 . 


288 


10 


435 


1 . 


00 


18 . 


76 




9 9 9 

£, J ^ Z. 


00 


SER 


34 9 


- 2 


4 00 


- 8 . 


380 


10 


. 114 


1 . 


00 


24 . 


15 








SER 


34 9 


- 1 


202 


- 5 _ 


990 


11 


. 093 


1 . 


00 


13 . 


20 


ATOM 


9'^94 


0 
V-/ 


SER 


349 


- 0 


089 


- 5 . 


901 


10 


. 548 


1 . 


00 


8 . 


49 


ATOM 


9^PR 


N 


VAT. 


350 


-1 


353 


- 6 . 


169 


12 


.407 


1 . 


00 


11 , 


30 


ATOM 


2326 


CA 


VAT. 


350 


- 0 


226 


-6 . 


196 


13 


.338 


1 . 


00 


4 . 


95 


ATOM 


23 2 7 


CB 


VAL 


350 


- 0 


711 


- 6 . 


298 


14 


. 829 


1 . 


00 


11 . 


43 


ATOM 


2 3 2 8 


CGI 


VAL 


350 


0 


454 


- 6 . 


071 


15 


. 780 


1 . 


00 


8 . 


45 


ATOM 


23 2 9 


CG2 


VAL 


350 


- 1 


822 


- 5 . 


269 


15 


. 122 


1 . 


00 


7 . 


42 


ATOM 


233 0 




VAL 


350 


0 


732 


- 7 . 


33 6 


13 


. 037 


1 . 


00 


■ 2 . 


00 


ATOM 


2331 


0 


VAL 


350 


1 


951 


- 7 . 


153 


12 


. 998 


1 . 


GO 


2 - 


70 


ATOM 


^ ^ J ^ 


N 


ASP 


351 


0 


. 192 


- 8 . 


513 


12 


. 763 


1 . 


00 


8 . 


23 


ATOM 


2333 


CA 


ASP 


351 


1 


. 059 


-9 , 


648 


12 


. 484 


1 . 


00 


10 . 


61 


ATOM 


2334 


CB 


ASP 


351 


0 


. 284 


- 10 . 


952 


12 


.555 


1 . 


00 


18 . 


49 


ATOM 


2335 


CG 


ASP 


351 


0 


. 210 


-11 


491 


13 


. 964 


1 , 


00 


18 . 


11 


ATOM 


23 3 6 


ODl 


ASP 


351 


1 


. 277 


-11 


903 


14 


. 470 


1 


00 


22 . 


45 


ATOM 


23 3 7 


OD2 


ASP 


351 


-0 


. 899 


-11 


4 95 


14 


. 546 


1 , 


00 


14 . 


05 


ATOM 


9 ft 


p 


ASP 


3 51 


1 


. 863 


- 9 


567 


11 


. 212 


1 , 


00 


9 . 


41 


ATOM 


9 Q 
^ ^ o 7 




ASP 


351 


3 


. 064 


- 9 


841 


11 


. 221 


1 . 


00 


11 


00 


ATOM 


^ J ^ V 


XM 


AQP 

AO XT 


R9 




. 222 


- 9 


189 


10 


. 114 


1 , 


00 


10 


25 


ATOM 


^ J ^ X 


OA 


AQP 


R9 


1^ 




_ 9 


069 


8 


. 857 


1 , 


00 


12 


98 


ATOM 


^ ^ ^ ^ 


OR 


AQP 

AO It 


J 0 ^ 




. 010 


- 8 


664 


7 


. 725 


1 


00 


10 , 


96 


Z\TOM 


Z J 1 J 




AQP 


9 




, 227 


- 9 


525 


7 


. 649 


1 


00 


12 . 


21 


ATOM 


9 4 4 


om 


AQP 
AO f 


7 R 9 

^ zj ^ 


- 0 


. 13 1 


- 10 


756 


7 


. 855 


1 


00 


12 


96 


ATOM 


^ 0 *z 0 


o"n9 


ASP 


R9 


- 1 


. 303 


- 8 


959 


7 


. 374 


1 


00 


15 


38 




9 "5 4 
Z J ft D 




AQP 
AO f 


0 o ^ 




. 018 


_ 7 


994 


9 


.045 


1 


00 


15 


26 


ATOM 


2347 


0 


ASP 


352 


4 


. 150 


-8 


133 


8 


.569 


1 


00 


18 


07 


ATOM 


2348 


N 


ALA 


353 


2 


.660 


-6 


958 


9 


.805 


1 


00 


14 


96 


ATOM 


2349 


CA 


ALA 


353 


3 


.552 


-5 


846 


10 


.092 


1 


00 


10 


83 


ATOM 


2350 


CB 


ALA 


353 


2 


.796 


-4 


.737 


10 


.805 


1 


00 


14 


35 


ATOM 


2351 


C 


ALA 


353 


4 


.734 


-6 


.332 


10 


.927 


1 


00 


10 


55 


ATOM 


2352 


0 


ALA 


353 


5 


.864 


-5 


.892 


10 


.716 


1 


00 


10 


.08 


ATOM 


2353 


N 


LEU 


354 


4 


.481 


-7 


.282 


11 


.831 


1 


00 


10 


.79 


ATOM 


2354 


CA 


LEU 


354 


5 


.529 


-7 


. 848 


12 


.683 


1 


00 


7 


.58 


ATOM 


2355 


CB 


LEU 


354 


4 


. 917 


-8 


. 549 


13 


.900 


1 


. 00 


8 


.36 


ATOM 


2356 


CG 


LEU 


354 


4 


.569 


-7 


.702 


15 


.136 


1 


. 00 


5 


. 81 


ATOM 


2357 


CDl 


LEU 


354 


3 


.437 


-8 


.329 


15 


.905 


1 


.00 


3 


.35 


ATOM 


2358 


CD2 


LEU 


354 


5 


.789 


-7 


.506 


16 


.029 


1 


. 00 


2 


.00 



40/150 



M/501 



FIG. lOO 





O T c: Q 
Z ^ D ^ 


o 


T.TTTT 




6 


400 


-R 


824 


11 . 


906 


1 , 


00 


7 , 


39 




^ J o u 


o 


T T?TT 


"3 


7 


• 0 X 0 


- R 
0 • 


906 


12 . 


116 


1 . 


00 


2 . 


00 




^ J o ± 


"NT 


orJ_iiN 


J 3 3 


3 . 


/DO 


- Q 


3 J 'a 


10 . 


979 


1 , 


00 


9 , 


55 


A "POM 


Q "5 O 
^ o o ^ 






"3 R R 
J 3 3 


6 


43 9 


-10. 


522 


10 . 


144 


1 , 


00 


13 . 


96 


ATOM 




OR 




"3 c; c: 

J 3 3 


5 


44 0 


- 11 . 


586 


9 ^ 


672 


1 . 


00 


13 . 


47 


ATOM 


Z J Oft 




r!T.M 
VjrJ-ilM 


"3 ^ c: 


A 

■± 1 


> 0 ^ 0 


X ^ • 


4 fiO 

1 0 w 


X U a 


7fi7 
/ 0 / 


1 . 


00 


12 . 


65 


A "POM 


O T C R 
«6 J O 3 






■3 

J 33 


C 

3 < 


• o** / 




71 6 
/ X 0 


11 . 


003 


1 ^ 


00 


19 . 


49 


A "POM 


DO 


OTTI 
\JCi J. 




'3 R t; 
J 3 3 


0 I 


R'3 7 


X 0 . 


AR 
000 


11 . 


318 


1 , 


00 


21 . 


81 


ATOM 


^ ^ O / 


MT?0 


OT KT 


"3 

J 3 3 


A 

t . 




- 1 4 
X ^ . 


037 


X u . 


842 


1 ^ 


00 


21 . 


15 


TV TOM 


O "3 Q 


r» 


OT.M 


"3 

J 3 3 


7 


.XV// 


- 9 . 


893 


8 . 


925 


1 ^ 


00 


15 . 


16 


A TOM 


O "3 ^ Q 

z J o y 


o 


OT .M 


"3 R CI 
0 3 3 


7 


P t^'3 
.030 


-10. 


561 


8 . 


228 




00 


16 . 


20 


a TOM 


o "3 '7 n 


IN 




"3 c:^^ 

0 3 D 


c: 
0 


. 0 J / 


- 8 . 


614 


8 . 


675 




00 


15 . 


76 


A TOM 


O "3 "7 1 
Z J / J. 


oa 


RT Q 


"3 «^*^ 
J 3 0 


7 


'3 P R 
. J 0 0 


_ 7 ^ 


8 89 


7 ^ 


53 0 


1 . 


00 


9 , 


95 


ZiTOM 


O "3 '7 O 




UT Q 

n X o 


J 3 0 


D 


R 1 7 
.ox/ 


D . 


469 


7 


534 


1 , 


00 


7 , 


19 


ATOM 


O "3 "3 
Z^ / J 


oo 


XJT O 


"3 

J 30 


/ . 


• X / 3 


3 . 


000 


0 . 


"3 7 0 


3_ ^ 


00 


5 . 


18 


A TOM 


•5 1 T A 
Z^ /fl 


^uz 




"3 

J 3 0 


0 < 


> Z 0 


3 . 


z 0 X 


c 

3 * 


777 
Ait 


1 

X • 


00 


2 . 


47 


A TOM 


O O "7 C 


JNJJ J. 




J 30 


0 
0 


. 3 / 


3 . 


z X 0 


0 • 


\J 1 ^ 


1 

X • 


00 


0 

3 ■ 


37 


A TOM 


O "3 "7 C 




UT C 

rlxo 


"3 ^ 
^30 


0 


API 
. 4 0 X 


- A 


t%77 
3 / / 


A 


Q7'3 
7 ^ J 


X • 


00 


0 . 


01 


ATOM 


Z J / / 




rlXo 


J 3 0 


'7 


. z 0 X 


- 4 


c;R7 

3 0/ 


*± . 


X Q 




0 0 


9 ^ 


88 


A TOM 


O "3 T Q 
Z J / O 


O 


LIT G 


"3 

J 3 0 


Q 
0 


. y z z 


_ -7 


P "3 P 
000 


7 


R RR 

3 3 0 






1 1 . 


50 


A TOM 


OTTO 

z J / y 


o 
O 


LI T C 


J 3 0 


Q 

y 


. 3 U X 


— / . 


3 D 


0 

0 . 


3 17 / 


]_ ^ 


on 


15 . 


45 




o o Q r» 
Z J o U 




ODO 


0 c "7 
J 3 / 


y 


Q "3 

. 3yo 


_ P 
- 0 . 


n e^A 

U Ori 


0 . 


4 n Q 
ft u y 


1 

X . 




1 4 

X . 


1 

0 X 


ATOM 


1 Q Q I 




ooo 


"3 C O 
J3 / 


Q 

0 


Q 7 7 

. y / / 


- P 
0 . 


0 y 3 


3 • 


114 
X Xl 


X < 


n 0 


1 

X 0 . 


*3 7 
3 ^ 


ATOM 


Z J oZ 


^A 


ooo 


"3 

J3 / 


X X 


. u 0 3 


- R 
0 • 


U's 3 


C 

0 ■ 


7 7fi 
^ / 0 


1 

X < 


00 


12 . 


00 


ATOM 


O "3 Q O 
Z J O J 




■DOO 


•2 C "7 
J3 / 


X X 


0 P 7 

. z 0 / 


- P 
~ 0 . 


1 "37 

> X.3 / 


A 


/ 30 


n 

X . 


n 0 


1 4 
x^ • 


"^R 

3 0 


A'POlUf 

AiUlVl 


O O Q i4 

Z^ o4 


OO 


ooo 


•3 R*? 
J3 / 


Q 

y 


Q c 
. y33 


_ -7 
/ • 


7^54 


^ . 


1 c;7 

X 3Z 


1 

X < 


0 0 


1 

X 0 . 


"3 "3 
3 3 


ATOM 


O "2 Q C 
Z J OD 


o 


ooo 


"3 c: T 
^ 3 / 


X X 


POT 
. 0 Z X 


D . 


P ^"3 
.000 


0 • 


R RQ 

0 0 7 


n 

X . 


no 


1 "3 
X 3 . 


41 


A TOM 

Ai Url 


O "3 Q 

Z J o b 


o 
O 


DDO 


J 3 / 


1 "3 
X J 


n "3 

• U J D 




Q R7 
3 / 


■7 


117 
X X z 




no 


16 . 


91 


A TOM 


o "a Q T 
Z J o / 




TVD 


"3 n 

0 3 0 


1 1 
X X 


. X*i U 


3 . 


7 "3 Q 

. / -3 -7 


7 _ 


1 1 "3 

X X J 




00 


15 


19 


A TOM 

Al 


O "a Q Q 
Z J o o 


O^ 
L.A 


TVD 


"3 c: P 
J 3 0 


X J. 


7 7 R 
. / / 0 


- A 


c; 7 n 
. 3 / u 


0 
/ . 


7 "3 7 


T 

X < 


n n 


1 

X 0 . 


R R 
0 0 


ATOM 


O "3 Q Q 

Z o o y 


OT3 


TVO 
1 XK 


"3 P 
J 3 0 


X X 


n R "3 
. u 30 


_ -3 

J . 


. z 3 X 


"7 
/ * 


"370 


]_ 


n n 


1 1 . 


17 


A TOM 

Ai ujyi 


o "3 on 

Z J 7U 


OO 


TV TP 


"3 P 
■J 30 


X X 


• 0 U X 


_ 0 


n 9 R 

> u ^ 3 


7 _ 


RR1 
0 0 X 


1 


. 00 


7 ^ 


46 


A TOM 

Ai ujyi 


O "3 QT 
Z^ 7± 


OP>1 


TVO 


"3 (^P 
^ 3 0 


J. J 


1 A P 
■ x^ 0 


X ■ 


R4R 

• 0 ^ 0 


7 _ 


585 




. 00 


5 . 


18 


A TOM 

Ai wl*! 


O "3 QO 
Z O 17 Z 




TVD 


"3 P 
^30 


1 "3 

J. J 


R7 O 




7 R*3 
> / 00 


Q 

0 • 


X x^ 


1 

X • 


00 


8 . 


86 


ATOM 


O "3 Q "3 
Z O J7 J 


OPiO 
^UZ 


TVD 
X X K. 


"3 R P 
J 3 0 


X X 


1 0*^ 

• X 17 J 




0R4 

> u ot 


Q 

0 . 


71 R 

/ X 0 


1 


. 00 


9 , 


39 


A TOM 


O "3 Qzl 
Z J ft 


OT?"? 
v_C<Z 


TVD 
X X rC 


"3 R P 
J 3 0 


X X 


Q1 R 

. 17 X 0 


- n 


I \J X 


Q 
-7 • 


252 




. 00 


2 . 


00 


A TOM 
AI UM 


O "2 Q C 

z J y r> 


0*7 


TVD 
X xK 


1 c; P 
0 3 0 


Xo 


. Z 3 3 


u . 


> X z 0 


0 . 


Q4 4 
J7 *± ^ 


T 

X , 


n n 


4 


61 


A TOM 

AI vJlYl 


O "3 Q C 

z J y D 


OU 


TVD 
X XK. 


"3 P 
J 3 0 


X ri 


n n 7 


X < 


. X 3 VJ 


q 

-7 . 


4 Q 

*± 0 J7 




n 0 


4 


98 


A TOM 


O "3 Q "7 

z J y / 


o 


TVD 
X i K 


"3 P 
J 3 0 


X X 


7 p 1 
. /ox 


- A 


7 '3 "3 


Q 


271 




0 0 


17 


22 


ATOM 
AI UlYl 


O "3 O Q 

z J y o 


o 


TVD 
1 XfC 


"3 Cn P 
030 


xz 


Q7 

. D y / 


- 4 


7 77 


Q 


Q4 Q 


1 

X , 


00 


1 fi 

X 0 . 


24 


A TOM 


O "3 QQ 

z J y y 


TVT 


TT 17 


•3 c^O 

j3y 


1 n 
X u 


770 
. / / Z 


3 1 


4 "37 
1 ^ 3 Z 


q 


7RQ 

/ 0 7 


X , 


00 


1 6 
X 0 . 


^0 

, 0 V 


A T'OWI 


o n n 
Z4 U U 


OA 

CA 


TT 1? 


"3 Q 0 

J3y 


xu 


c^P Q 

. 3oy 


3 . 


. 0 3U 


XX • 


71 7 
Z X / 


X < 


no 


1 4 
X*x . 


, X X 


A T'OM 


o >i m 
Z4 U ± 


OO 


TT T? 


"3 CO 

o3y 


Q 

y 


n Q "3 
. u y 0 


- 3 , 


4 RO 
. ^ 0 V 


XX. 


7Q 

3/17 


X , 


nn 


1 

X 0 • 


7 n 

, Z 


ATOM 


2 4 02 


CG2 


ILE 


0 C Q 


Q 


Q "7 D 

.0/0 


cr 
- 3 . 


, b X / 


T "3 
Xj . 


n p A 

U Ofl 


X . 


n n 


1 Q 

X y . 


, 3 0 


ATOM 


24 03 


CGI 


ILE 


"2 C 0 

J by 


Q 

0 


a £Z n 
. 3 D U 




1 zl "3 

. x^ 0 


XX. 


n74 

U / fr 


1 
X 


no 


3 . 


R7 

, 0 / 


ATOM 


24 04 


CDl 




"2 C Q 

J 3 y 


y 


0 cr cr 
. Z 3 3 


0 

- Z . 


Q A 7 
, y fi Z 


XX. 


c: Q 

D 3 y 


X 


n n 

. \J VJ 


1 7 
X 3 . 


1 <^ 
, X 0 


ATOM 


24 05 


C 


ILE 


0 C Q 

3 3 9 


1 1 


A 0 Q 


c 
- 0 . 


0 Q 

. y y 0 


XX . 


7 Q D 

/ y 0 


X 


. UU 


X 3 • 


7 Q 

, 3 y 


ATOM 


2406 


O 


ILE 


359 


11 


.676 


-7 . 


. 037 


12 . 


842 


1 


. 00 


16 . 


,24 


ATOM 


2407 


N 


ASN 


360 


10 


.681 


-8 , 


. 091 


11 . 


128 


1 


.00 


14 . 


.64 


ATOM 


2408 


CA 


ASN 


360 


10 


.982 


-9. 


.445 


11 . 


,604 


1 


.00 


9. 


.97 


ATOM 


2409 


CB 


ASN 


360 


10 


.424 


-10 , 


.494 


10. 


644 


1 


.00 


7. 


.20 


ATOM 


2410 


CG 


ASN 


360 


11 


.133 


-10 , 


.506 


9, 


,304 


1 


.00 


3 . 


.95 


ATOM 


2411 


ODl 


ASN 


360 


12 


.359 


-10 . 


.382 


9 . 


,213 


1 


. 00 


2 . 


. 00 


ATOM 


2412 


ND2 


ASN 


360 


10 


.369 


-10 , 


.721 


8 . 


259 


1 


. 00 


2 . 


.26 


ATOM 


2413 


C 


ASN 


360 


12 


.401 


-9 


.837 


12 . 


. 007 


1 


. 00 


13 . 


. 06 


ATOM 


2414 


O 


ASN 


360 


12 


. 610 


-10 


.963 


12 . 


.441 


1 


. 00 


18 . 


.34 


ATOM 


2415 


N 


VAL 


361 


13 


.381 


-8 


. 949 


11 . 


,863 


1 


. 00 


16 , 


.41 


ATOM 


2416 


CA 


VAL 


361 


14 


.743 


-9 


.295 


12 , 


.274 


1 


.00 


19, 


. 73 


ATOM 


2417 


CB 


VAL 


361 


15 


.812 


-8 


.278 


11. 


.768 


1 


.00 


19, 


.18 



41/150 



FIG. IPP 



f\ 1 \Ji*l 


^ *± X O 


X 


VAT. 

V AXj 


O O X 


15 . 


998 


- 8 


.423 


10 . 


, 277 


1 . 


00 


23 


. 78 


ATOM 


2419 


CG2 


VAL 


361 


15 . 


412 


-6 


. 860 


12 , 


. 104 


1 , 


00 


11 . 


. 95 


a TOM 




o 


VALi 


J O X 


14 


82 9 


- 9 


.400 


13 


. 803 


X . 


00 


24 


. 53 


TV "POM 


^ 'x ^ J. 




VAT. 
V AXj 


O O X 


15 . 


73 3 


- 1 0 


.048 


14 


. 341 


1 . 


00 


2 8 


. 66 


ATOM 


Z *x ^ ^ 


In 


TRP 

X ts.tr 


T fi9 

J D ^ 


13 . 


886 


- 8 


.758 


14 


,4 96 


1 , 


00 


23 , 


. 87 


ATOM 






TRP 


362 


13 . 


835 


- 8 


. 778 


15 , 


. 960 


1 . 


00 


18 


. 58 


ATOM 






TPP 

X is,tr 


O D ^ 


X J • 




_ 7 


. 3 92 


16 


. 521 




00 


12 


. 66 


a TOM 






TPP 

X I\.ir 


T 9 

J D ^ 


1 4 
Xft • 


272 




. 282 


15 


. 991 


1 ^ 


00 


4 


. 45 


ATOM 


^ 1 ^ o 


on 9 


TRP 


362 


15 . 


653 


-6 


. Oil 


16 


. 254 


1 . 


00 


4 


. 23 


TV TOM 


2427 


CE2 


TRP 


362 


15 . 


987 


-4 


. 843 


15 


. 536 


1 . 


, 00 


2 


,00 


ATOM 


242 8 


CE3 


TRP 


362 


16 . 


63 1 


- 6 


. 646 


17 


. 017 


1 . 


00 


2 


, 00 


ATOM 


242 9 


GDI 


TRP 


3 62 


13 . 


83 6 


- 5 


,3 01 


15 


. 162 


1 . 


00 


2 


. 00 


ATOM 


9 4 n 

^ *± -3 U 


NEl 


TRP 


3 62 


14 


86 0 


- 4 


.431 


14 


. 881 


1 . 


00 


2 


. 00 


ATOM 


^ J J. 




TPP 


3 62 


17 . 


27 0 


_ 4 


.2 89 


15 


.568 


1 . 


00 


2 


. 00 


ATOM 


2432 




TRP 


362 


17 , 


901 


- 6 


. 100 


17 


. 051 


1 . 


, 00 


7 


. 07 


ATOM 


Z 1 .3 O 


PM9 


TRP 
X Kir 


J D ^ 


X o • 


212 


'4 


. 930 


16 


. 324 


1 . 


, 00 


8 


. 63 


ATOM 


^ rft J Tt 


o 


TPP 

X X\.tr 


7 9 

J D ^ 


12 . 


742 


- 9 


. 730 


16 


.425 


1 , 


, 00 


20 


. 11 


ATOM 


^ ^ J 3 


o 


TPP 

X t\.tr 


J o ^ 


1 9 
x^ • 


3 X fx 


- 9 


. 871 


17 


. 626 


1 , 


, 00 


19 


. 34 


7\ "POM 


9 AT ^ 
Z J O 


"NT 
IN 


TVP 
X X rC 


"5 "5 

J D J 


1 9 
X ^ • 


04 ^ 

v-* ft 3 


X \J 


. J o o 


X z> 


.4 88 


X . 


0 0 


1 5 


. 68 


ATOM 


9 4 T 
Z ft J / 


OA 
V^A 


TVD 
X X rC 


J O J 


1 n 

X u • 


J7 O U 


- 1 1 


24 6 


15 


. 851 




0 0 


12 


. 75 


ATOM 


9 4 fl 
^ 1 O O 


OR 


TVR 
X X 


J O J 


1 n 

X W . 


319 


- 1 1 


. 853 


14 


.611 


1 , 


. 00 


4 


. 47 




9 4 T Q 


OO 


TVP 
X XK 


J D O 


Q 

O . 


O -7 X 


- 1 2 


9 Q4 
. ^ ^ ^t 


14 


.820 




0 0 


7 


. 70 


ATOM 


o A A n 


om 


TVP 
X X 


^ 

O O O 


o 

o . 


9 

o o ^ 


- 1 7 

X J 


. 3 / X 


1 ^ 

X 


9 Q7 


1 , 


00 


5 


. 58 


ATOM 


944 T 


OT?1 


TVP 


•5 

^ O ^ 


1 m 


94 n 

^ ft u 


X J 




1 R 

X ^ 


A ^R 
. fx 0 0 


1 , 


, 00 


2 


. 00 


ATOM 
A X ^1*1 


94 4 9 
^ rfc ^ 


on 9 


TVP 
X X IC 




n 
/ ■ 


/ 


- 1 1 

XX 


4 4,1 
• fx ft X 


14 


• z> ^ 0 




00 


2 


. 00 


ATOM 
AX yjn 


9 44 




TVP 
X XXV. 


"5 


c 

D • 


3 X X 


- 1 1 

X X 


• o o o 


1 4 

Xft 


^RR 
* 0 0 0 




00 


5 


. 09 


ATOM 
AX vJIrl 


9 4 A 4 




TVP 

X XK, 


J O J 


£1 

D . 


9 1 R 
^ X O 


X J 


1 nn 

. X u u 


1 c; 

X 3 


1 c^R 
. X 3 0 


1 

X . 


on 


4 

ft 


1 R 
• xo 


ATOM 


9 44 
Z *± ft J 


OT-T 


TVP 


"5 

^ D J 


A 

ft « 


R Q R 
O 7 O 


X J 


4 R4 
» ft o f* 


1 R 

X Zi> 


9 Q1 

. ^ ^ X 


1 


00 


1 5 


. 76 


A TOM 


9 4 4 <^ 
^ ft ft D 


ri 

L, 


TVP 
X I K. 


O D O 


XX. 


ft X J 


- 1 9 
~ X ^ 




1 

X o 


R 1 9 
. 0 X ^ 




n n 


1 6 


. 54 


A "POM 
A X VJl*i 


9 44 9 
Z ft ft / 




TVP 
X 1 K. 




1 9 
X ^ « 


fl n 
J o u 


X J 




1 ^ 
X o 


. I? 3 0 




0 0 


2 0 


. 3 8 


ATOM 
A X ^^I'l 


944 n 


XN 


AQP 
AO IT 


J Oft 


1 n 

X v < 


/ 


- 1 9 

X ^ 




17 


. Z7 0 ^ 




. 00 


15 


. 3 1 


ATOM 
AX KJi'l 


944 Q 


OA 
L»A 


AQP 

AO It 


^ Oft 


X X . 


> uxo 


- 1 7 
X o 


. O D 


1 R 
X o 


• 7 -7 17 




0 0 


1 0 


. 2 9 


ATOM 




OR 


AQP 
AOXr 


O O fx 


X X • 


04*^ 
• OrcO 


-1 9 

X ^ 


• / O 3 




. X .3 *x 




00 


12 


. 82 


ATOM 
A X \Ji*i 


94 (^1 
^ fx 3 X 




A QP 
AOir 


J O ft 


1 9 
x^ • 


1 4 Q 

. Xfx 7 


-1 

J. J 


• / Oft 


21 


.222 


3_ 


, 00 


13 


.30 


ATOM 
A X L<'i'l 


24 52 


ODl 


ASP 


O O ft 


11 . 


19 6 


- 14 


. 281 


21 


. 823 


1 , 


. 00 


11 


. 59 


ATOM 
A X VJIm 


9 4 "5 
^ ft 3 o 


or»9 


A QP 

AO tr 


J O ft 


1 

X .3 • 


.JO/ 


- 1 4 

X fx 


• u ft w 


21 


. 472 


1 


. 00 


14 


. 16 


ATOM 
A X yjv'i 


9 4 c;4 
ft D ft 




AQP 
AO JT 


^4 
J O *± 


Q 

2? < 


' O X J 


X J 


^RR 

. D 3 O 


1 Q 

X 


4 RR 
. fx ZJ 0 




. 00 


9 


. 97 


ATOM 
A X 


9 4 c> 
^ ft O O 




AQP 
AO c 


J o ft 


Q 

O . 


. -7 X J7 


- 12 


.772 


19 


. 943 


1 


. 0 0 


14 


. 45 


ATOM 
A X 1^1*1 


9 4 ^ 
^ ft D O 


IN 


PPO 


^ O 3 


Q 
J? . 


. X o o 


- 1 4 
X *± 


Q n '7 


1 Q 
X 7 






. 0 0 


9 


. 41 


ATOM 
A X \Ji*l 


94 ^"7 
^ ft 3 / 


on 


PPO 


O Q 3 


Q 


1 o o o 


X o 


> v 7 7 


1 R 
X 0 


fl9Q 




, 00 


3 


. 16 


ATOM 
AX KJV'l 


9 4 n 
^ fl 3 O 


OA 
^A 


PPO 


^5 ^ 
J O 3 


n 


Rn9 
1 o u ^ 


- 1 

X J 


9 "14 

• 4S .3 ft 


1 Q 

X 7 




1 

X < 


00 




Q7 


ATOM 
AX IJIYI 


94 C^Q 


OR 


PPO 


O 3 


/ ■ 


p O J o 


X o 


^^R 
• o o o 


1 Q 
X 7 






. 00 


2 


, 73 


ATOM 
AX L/iYI 


<5 A r* 
^ fl O U 


r*nL 


PPO 


•5 

J O 3 


Q 
7 < 


• V/ J X 


X / 


999 
« ^ ^ ^ 


1 Q 
X 7 


7 4 0 

. 3 fx 


]_ 


. 00 


2 


. 00 


A TOM 
Ax VJI^ 


9 4 CI 
^ ft D X 




PPO 


"3 c; 
J O D 


/ . 


4 9 9 

. ft / ^ 


X o 


. U J 


9 1 

^ X 


.217 




. 00 


5 


07 


A "POM 

AX vJIm 


9 4 9 
^ ft b Z 


VJ 


PPO 


o O D 


C 
O . 


9 Q Q 

. ^ ^ ^ 


X o 


n 9 Q 


9 1 

^ X 


^;n7 
. 0 u 3 




00 


3 


. 26 


AX vJlYi 


9 4 C T 
Z ft b J 


JN 


AijA 


J D o 


Q 

O . 


4 Q Q 

. ft i7 y 


- 1 4 
X ft 


R R R 
. O o O 


9 9 


04 0 


X 


0 n 


3 






O y1 ^ /I 

24 64 


L.A 


TV T A 

AIjA 


O c 
J b b 


Q 


O Q O 


_ T A 
- X ft 


Q n 
. b y u 


9 1 


A no 
. ft / ^ 


X 


0 n 


1 7 

X 0 


9 7 


ATOM 


2465 


CB 


ALA 


366 


9, 


.589 


-14 


.902 


24 


.231 


1 


. 00 ■ 


16 


. 70 


ATOM 


2466 


C 


ALA 


366 


7. 


.758 


-13 


.284 


23 


.717 


1 


.00 


14 


.41 


ATOM 


2467 


0 


ALA 


366 


6. 


.762 


-13 


.107 


24 


.422 


1 


.00 


19 


.61 


ATOM 


2468 


N 


GLU 


367 


8. 


.385 


-12 


.302 


23 


.063 


1 


.00 


15 


.02 


ATOM 


2469 


CA 


GLU 


367 


8. 


.009 


-10 


.883 


23 


.164 


1 


.00 


5 


.43 


ATOM 


2470 


CB 


GLU 


367 


9. 


.123 


-9 


. 999 


22 


.619 


1 


. 00 


2 


.00 


ATOM 


2471 


CG 


GLU 


367 


10 . 


.456 


-10 


.213 


23 


.322 


1 


. 00 


3 


.66 


ATOM 


2472 


CD 


GLU 


367 


11 . 


.566 


-9 


.341 


22 


.783 


1 


. 00 


7 


.74 


ATOM 


2473 


OEl 


GLU 


367 


12 . 


.728 


-9 


.525 


23 


.205 


1 


.00 


2 


. 97 


ATOM 


2474 


0E2 


GLU 


367 


11. 


.286 


-8 


.467 


21 


.936 


1 


. 00 


12 


. 02 


ATOM 


2475 


C 


GLU 


367 


6. 


.742 


-10 


.599 


22 


.398 


1 


.00 


5 


.07 


ATOM 


2476 


0 


GLU 


367 


5. 


.875 


-9 


.878 


22 


.881 


1 


.00 


2 


.04 



42/150 



FIG. IQQ 



ATOM 


2477 


N 


VAL 


368 


6 . 


621 


-11 . 


, 197 


21 . 


215 


1 . 


00 


7 . 


,87 


ATOM 


2478 


CA 


VAL 


368 


5 . 


447 


-10 . 


. 995 


20 . 


378 


1 . 


00 


7 , 


,65 


ATOM 


2479 


CB 


VAIj 


368 


5 . 


653 


- 11 . 


. 535 


18 . 


924 


1 . 


00 


12 , 


, 19 


ATOM 


2480 


CGI 


VAL 


368 


4 . 


330 


-11 . 


. 532 


18 . 


156 


1 . 


00 


9 . 


, 04 


ATOM 


2481 


CG2 


VAT. 


3 68 


6 . 


691 


- 10 . 


. 684 


18 . 


169 


1 . 


00 


2 . 


. 75 


ATOM 


2482 


Q 


V/U-i 


368 


4 . 


234 


- 11 . 


. 656 


20 . 


998 


1 . 


00 


7 , 


. 96 


ATOM 


2483 


o 


VAL 


368 


3 . 


175 


- 11 , 


. 042 


21 . 


109 


1 . 


00 


15 . 


. 88 


ATOM 


2484 


N 


ALA 


369 


4 , 


395 


-12 . 


. 901 


21 . 


428 


1 . 


00 


17 . 


. 86 


ATOM 


2485 


CA 


ALA 


369 


3 . 


295 


-13 . 


. 640 


22 . 


039 


1 . 


00 


25 , 


. 19 


ATOM 


2486 


CB 


ALA 


369 


3 - 


167 


-15 . 


. 013 


21 . 


382 


1 , 


00 


23 . 


. 81 


ATOM 


24 87 


Q 


ALA 


369 


3 . 


389 


-13 . 


, 774 


23 . 


572 


1 . 


00 


30 . 


. 10 


ATOM 


2488 


o 


ALA 


369 


3 . 


801 


-14 . 


. 814 


24 , 


096 


1 . 


00 


36 , 


. 36 


ATOM 


2 4 8 9 


N 


ALA 


370 


3 . 


029 


- 12 . 


. 706 


24 . 


275 


1 . 


. 00 


27 , 


. 76 


ATOM 


2490 


CA 


ALA 


370 


3 . 


030 


- 12 , 


. 678 


25 . 


731 


1 . 


, 00 


23 


. 19 


ATOM 


2491 


CB 


ALA 


370 


3 . 


916 


-11 , 


. 564 


26 . 


, 236 


1 , 


, 00 


19 


. 06 


ATOM 


2492 




ALA 


370 


1 . 


578 


-12 , 


.411 


26 . 


105 


1 , 


, 00 


25 


.30 


ATOM 


2493 


o 


ALA 


370 


1 . 


068 


-11 , 


.327 


25 . 


.856 


1 , 


, 00 


28 


. 84 


ATOM 


24 94 


N 


PRO 


371 


0 . 


895 


-13 


.398 


26 . 


. 695 


1 . 


, 00 


30 


. 05 


ATOM 


2495 


CD 


PRO 


371 


1 . 


442 


- 14 


. 670 


27 , 


.208 


1 , 


. 00 


30 


. 56 


ATOM 


2496 


CA 


PRO 


371 


-0 . 


520 


- 13 


. 238 


27 , 


. 085 


1 . 


. 00 


30 


, 50 


ATOM 


24 97 


CB 


PRO 


371 


-0 . 


867 


-14 


. 618 


27 . 


. 647 


1 . 


. 00 


29 


.26 


ATOM 


2498 


CG 


PRO 


371 


0 . 


434 


- 15 


. 060 


28 . 


. 275 


1 . 


. 00 


31 


. 17 


ATOM 


2499 




PRO 


371 


- 0 . 


74 0 


- 12 


. 117 


28 . 


. 109 


1 . 


. 00 


29 


. 61 


ATOM 


2500 


o 


PRO 


371 


0 . 


153 


-11 


. 801 


28 . 


. 895 


1 , 


. 00 


28 


. 65 


ATOM 


2501 


N 


PRO 


372 


_ 1 . 


924 


- 11 


.473 


28 . 


. 065 


1 . 


. 00 


29 


. 10 




^ Q u ^ 




PRO 


372 


- 2 . 


933 


- 11 


. 710 


27 . 


. 024 


1 . 


. 00 


31 


. 05 


ATOM 


2503 


CA 


PRO 


372 


-2 . 


347 


-10 


.381 


28 , 


. 954 


1 . 


. 00 


32 


. 89 


ATOM 


2504 


CB 


PRO 


3 72 


-3 . 


551 


- 9 


. 797 


28 , 


, 208 


1 . 


, 00 


26 


.47 


ATOM 


2 505 


CG 


PRO 


3 72 


-4 . 


159 


- 11 


. 002 


27 , 


. 577 


1 . 


. 00 


27 


. 14 


ATOM 


2 50 6 




PRO 


372 


-2 . 


733 


- 10 


. 848 


30 , 


.363 


1 . 


. 00 


37 


. 35 


ATOM 


2 50 7 


o 


PRO 


372 


_ 3 ^ 


280 


- 11 


. 974 


30 , 


.476 


1 . 


. 00 


41 


. 20 


ATOM 


2 50 8 


CB 


ALA 


3 82 


- 17 . 


334 


3 


. 104 


28 , 


. 970 


1 , 


. 00 


45 


. 07 


ATOM 


2509 




ALA 


382 


-19 . 


469 


3 


. 190 


30 


.278 


1 , 


. 00 


43 


.41 


ATOM 


2510 


o 


ALA 


382 


-20 . 


418 


2 


. 982 


29 . 


. 516 


1 , 


. 00 


43 


. 69 


ATOM 


2511 


N 


ALA 


382 


-18 . 


413 


1 


. 010 


29 


. 750 


1 , 


. 00 


45 


. 59 


ATOM 


2512 


CA 


ALA 


382 


-18 . 


152 


2 


. 445 


30 


.082 


1 , 


. 00 


44 


. 95 


ATOM 


2 513 


N 


AT. A 


383 


- 19 . 


519 


4 


. 055 


31 


.291 


1 


. 00 


40 


.49 


ATOM 


2 514 


CA 


ALA 


383 


-2 0. 


72 1 


4 


. 832 


31 


. 581 


1 


. 00 


37 


. 23 


ATOM 


2515 


CB 


ALA 


383 


-21 . 


499 


4 


. 2 04 


32 


. 734 


1 


.00 


35 


. 88 


ATOM 


2516 




ALA 


383 


-20 . 


408 


s 


. 290 


3 1 


.888 


1 


. 00 


35 


. 44 




2517 




ALA 


383 


-19 . 


252 




. 663 


32 


. 105 


1 


. 00 


33 


. 54 


ATOM 


2518 


N 


GLU 


384 


-21 . 


, 450 


7 


. 112 


31 


.885 


1 


. 00 


33 


. 22 


ATOM 


2519 


CA 


GLU 


384 


-21 . 


306 


8 


. 531 


32 


.161 


1 


. 00 


35 


. 14 




^ Zj ^ \J 




GLU 


o o *± 


-22 . 


190 


9 


. 354 


31 


.209 


1 


. 00 


39 


. 93 


ATOM 


2521 


CG 


GLU 


3 84 


-21 . 


976 


9 


. 069 


29 


. 712 


1 


. 00 


44 


. 06 


ATOM 


^ Zj ^ ^ 




GLU 




-20. 


563 


9 


.3 77 


29 


. 214 


1 


. 00 


47 


. 10 


ATOM 


9 R 9 


W III -L 


GLU 


J o *± 


-19. 


986 


1 0 


. 411 


29 


. 611 


1 


. 00 


47 


. 81 


ATOM 


2524 


OE2 


GLU 


384 


-20 . 


, 029 


8 


.581 


28 


.413 


1 


. 00 


50 


.85 


ATOM 


2525 


C 


GLU 


384 


-21. 


.689 


8 


.804 


33 


.614 


1 


.00 


34 


.52 


ATOM 


2526 


O 


GLU 


384 


-22, 


.774 


8 


.430 


34 


.065 


1 


.00 


33 


.70 


ATOM 


2527 


N 


HIS 


385 


-20, 


.783 


9 


.442 


34 


.348 


1 


.00 


31 


.42 


ATOM 


2528 


CA 


HIS 


385 


-21. 


.029 


9 


.759 


35 


.751 


1 


.00 


27 


.96 


ATOM 


2529 


CB 


HIS 


385 


-20 . 


, 070 


8 


.981 


36 


.652 


1 


.00 


26 


.39 


ATOM 


2530 


CG 


HIS 


385 


-20 . 


. 098 


7 


.501 


36 


.448 


1 


.00 


24 


.59 


ATOM 


2531 


CD2 


HIS 


385 


-19. 


.113 


6 


. 626 


36 


.149 


1 


. 00 


27 


.17 


ATOM 


2532 


NDl 


HIS 


385 


-21. 


.260 


6 


.762 


36 


.532 


1 


. 00 


27 


. 18 


ATOM 


2533 


CEl 


HIS 


385 


-20. 


. 984 


5 


.492 


36 


.292 


1 


. 00 


26 


. 97 


ATOM 


2534 


NE2 


HIS 


385 


-19, 


.691 


5 


.380 


36 


.057 


1 


.00 


27 


.51 


ATOM 


2535 


C 


HIS 


385 


-20, 


.862 


11 


.247 


36 


.009 


1 


.00 


29 


.29 



43/150 



FIG. IRR 



TV m/^nii 

ATOM 


2 53 6 


o 




O □ 
J O D 


_ o n 




1 1 

X J. . 


7 17 J 


O 3 • 


X^ J 


T 

X . 


no 


1 1 


45 


ATOM 


2 53 7 


N 


i rlK 


"i Q C 

Job 


— ^ ± 


•5 "3 A 


1 1 

X J. . 


f^n'x 

D / J 


.3 / . 


■51 1 

Z X X 


1 

X . 


on 


24 . 


■J X 


ATOM 


2 53 8 


CA 


i HK 


o o ^ 
Job 


— ^ X 


TIT 
XXX 


X J . 


r> A 


'X T 
J / , 


3 y ft 


X . 


o n 


J. / . 


O ^ 


TV rn/~VHiT 

ATOM 


2 53 9 


CB 


THR 


"3 Q £Z 

Job 




Xfi y 


X J . 


4 Q 

J J7 


^ O . 


D O -L 


1 

J. . 


no 


1 ft 

-L O . 


4 8 


ATOM 


2 54 0 


OGl 


THR 


O £Z 

Job 


- z ± 


Q O T 

yz / 


X z . 


b D J 


"X Q 

J y . 


p "a c; 

O ^ 3 


± . 


n n 


z o . 


84 


ATOM 


254 1 


CG2 


THR 


O O f 

Job 


- ^ J 


DD / 


XJ . 


X OD 


Jo. 


X3Z 


X . 


n n 


1 A 
X*x . 


3 O 


ATOM 


2542 


C 


THR 


"> Q C 

Job 


1 Q 


» /XJ 


X J . 


O Q C 
Z o b 


JO. 


Xte / 


X . 


oo 


X o • 


Z D 


ATOM 


2543 


O 


THR 


*a o £ 
Job 


1 Q 

- ±o 


O A Q 

> yuo 


1 o 
xz . 


J 30 


"X 

Jo. 


xy o 


X . 


oo 


X O • 




ATOM 


2544 


N 




•SOT 

Jo / 




A O C 


X4 . 


t^l A 
3X4 


JO. 


3 b u 


n 

X • 


OO 


z z « 


9 0 
z u 


ATOM 


2 54 5 


CA 


ILE 


T Q 

Jo/ 


- X o 


X^i / 


X^ . 


Q A 
O Dfi 


"a Q 
J y . 


ion 
X z u 


J. . 


n n 


2 4 


O X 


ATOM 


254 6 


CB 


ILE 


O Q T 

Jo/ 


- X O 


A A "2 
U U J 


X b . 


J / X 


J y . 


'a "a 

J D J 


X . 


n 0 


z o 


15 


ATOM 


254 7 


CG2 


ILE 


ion 
J o7 


- X b 


. /Jo 


X b . 


^ Q A 

b y U 


4 A 


X O 


X . 


n n 


9 O 

Z \J 


9 Q 
z ^ 


ATOM ■ 


254 8 


CGI 


T T C» 


O Q T 

Jo / 


- Xo 


A T c: 
U X Z> 


X / . 


1 A '7 
X U / 


J o . 


n o "a 

UZ J 


T 

X . 


on 


z o 


1 "X 

X J 


ATOM 


2549 


CDl 


TT C 


•3 O 

Jo / 


- Xo 


A O Q 

. U Z o 


Xo . 


CI 1 

b X X 


"X Q 

Jo. 


1 CA 
X b ft 


T 

X . 


n n 


"x n 


R 1 
Zj X 


ATOM 


2550 


C 


XLE 


387 


- X / 


. y / o 


X4 . 


'y A A 
X44 


A A 
4 U . 


A AC. 
4 4b 


X . 


nn 


9 Q 

z y 


X J 


ATOM 


2551 


O 


XIjE 


TOT 

Jo / 


- Xb 


Q 1 O 

. y X y 


1 "X 
XJ . 


3 y X 


A n 

4 U . 




X • 


nn 


J o 


Q O 


ATOM 


2552 


N 


ALjA 


3 88 


- IS 


. 04 y 


1 A 

14 . 


XbX 


A 1 

4 X . 


o T c; 
Z J 3 


X . 


nn 
uu 


9 Q 
Z O 


•? A 


TV rrt/~vTVir 

ATOM 


2553 


CA 


ALA 


"3 0 0 

J o o 


- xy 


A O Q 
. UZ O 


XJ . 


^V\A 
D U4 


A O 
4Z . 


3 J y 


X . 


n o 
u u 


9 T 
z / 


j7 O 


TV rTi/^ivif 

ATOM 


2554 


CB 


ALA 


o o o 
J oo 


- z u 


O Q 

. z b y 


XJ . 


fi £ Q 

o b y 


ft J . 


*a "a 1 

J J X 


T 

X . 


n o 


9 A 
Z 1 


X o 


ATOM 


2555 


C 


ALA 


3 8 8 


1 Q 

- X o 


. yx J 


XZ . 


AAA 

u u u 


A O 
4 Z . 


"ace 
J 3 b 


X . 


A A 


9 1 
Z / 


n p 
u o 


ATOM 


2556 


0 


ALA 


3 8 8 


- X o 


T T A 
. XZ U 


X X 


J o X 


2i "a 

4J . 


A T 
U J 3 


X . 


A A 

u u 


9 P 
Z O 


R A 
3*1 


ATOM 


2557 


N 


GLU 


389 


1 o 

- X y 


. b4 / 


X X 


A cy 
4 bX 


A T 

4 X . 


"a Q c 
J 03 


X . 


A n 
u u 


9 "7 
Z / 


3 / 


ATOM 


2558 


CA 


GLU 


O O Q 


- 19 


. bX X 


1 A 

xu 


A O C 
UZ 3 


4 X • 


X u z 


X . 


n n 
u u 


9 

Z 3 


. 33 


ATOM 


2559 


CB 


GLU 


389 


-20 


T C Q 

. 75J 


y 


^ "7 

bJ / 


A A 
4U , 


Xb y 


X . 


n n 
u u 


9 n 
Z U 


. u / 


ATOM 


2 560 


CG 


GLU 


389 


-22 


. XXd 


y 


Q A O 

y 0^ 


A A 

4 U . 


•7 o c 
/ / b 


X . 


nn 
uu 


X / 


m 

. UX 


ATOM 


2 561 


CD 


GLU 


3 8 9 


J 


OCT 
.ZD/ 


y 


•7 O 


o o 

J y 


"7 Q A 

/ y 4 


X . 


nn 
u u 


9 9 
Z Z 


> / o 


ATOM 


2562 


OEl 


GLU 


3 8 9 


- 23 


A T O 
. OX J 


y 


b4 J 


O Q 

J o 


C7 O 
3 /Z 


X . 


n n 
u u 


9 A 
Z ft 


C 9 

. bz 


ATOM 


2563 


0E2 


GLU 


3 8 9 


- 24 


j1 1 T 

. 4 X / 


y 


£r Q A 

b y U 


A A 

4 U 


O id c 
Z 4 3 


X . 


A A 
U U 


9 C 
Z b 


"a 1 

. J X 


ATOM 


2564 


C 


GLU 


3 8 9 


1 o 

- X o 


O C 

. z b 3 


y 


coo 
3 /Z 


i4 A 
4 U 


ca A 

3 J U 


X . 


A A 
U U 


9 T 
Z / 


"a *a 
. J J 


ATOM 


2565 


O 


GLU 


3 8 9 


- X / 


O 1 Q 

. o X o 


Q 

o 


4 b X 


/I A 
4 U 


o X y 


X . 


A A 
U U 


"a 

J 3 


. 33 


ATOM 


2566 


N 


TRP 


Q rt 


- X / 


. bXX 


1 A 

X 0 


i'l O Q 

4 J o 


"a Q 
J y 


•7 C C 

/3b 


X « 


A A 
U U 


9 A 
Z fi 


. y3 


ATOM 


2567 


CA 


TRP 


390 


- lo 


O A Q 

. J oy 


T A 

XO 


Xz4 


O Q 

J y 


T O Q 

X /y 


X . 


A A 
UU 


9 9 
Z Z 


np 
. uo 


ATOM 


2568 


CB 


TRP 


390 


- 15 


. 975 


1 1 

IX 


A C C 


"X o 

J / 


O Q C 

y y 3 


X . 


A A 

UU 


9 C 
Z O 


A Q 

. 4 y 


ATOM 


2569 


CG 


TRP 


390 


- lb 


^ O A 

.480 


1 A 

10 


c n o 
. b Xz 


J b 


CIO 

bxy 


X . 


An 
uu 


"X 1 
J X 


. b # 


ATOM 


2570 


CD2 


TRP 


3 9 0 


- X b 


OCA 

. z b 0 


y 


o o c 
. J J 3 


"3 C 
J 3 


Q C Q 

y b o 


X . 


A A 
U U 


9 Q 

z y 


on 
. yu 


ATOM 


2571 


CE2 


TRP 


3 9 0 


- 1 6 


. 914 


y 


O Q T 

. J y X 


O /I 
J 4 


/ X4 


X . 


o n 
u u 


9 ft 

z o 


Q'a 
. y J 


ATOM 


2572 


CE3 


TRP 


3 90 


- 15 


,58 0 


Q 
O 


. X b4 


o c 
J b 


O O "2 
J Z J 


X . 


A A 

u u 


9 O 
Z / 


A Q 

. ft y 


ATOM 


2573 


CDl 


TRP 


390 


- 1 / 


O O Q 


X X 


o cc 
.Job 


o c 
J 3 


•7 A "7 
/ 4 / 


X . 


A A 


"a 1 

J X 


n 

. 3 u 


ATOM 


2574 


NEl 


TRP 


390 


- 17 


.4 93 


T A 
X 0 


C O A 

. b J 0 


O A 

J 4 


. b U b 


X . 


A A 


"a 9 
J z 


9 Q 

• z y 


ATOM 


2575 


CZ2 


TRP 


390 


-lb 


Q A O 

. y 0 J 


Q 

o 


one 
. J Xb 


o "a 
J J 


> oxy 


X . 


A A 
U U 


9 Q 

z y 


9 
. / 3 


ATOM 


2576 


CZ3 


TRP 


390 


-15 


c. c e\ 
. 569 


7 


T A O 

. 102 


o c 
J3 


^ o o 
. 4 J 7 


X . 


A A 

U u 


O Q 

z y 


. /b 


ATOM 


2577 


CH2 


TRP 


3 90 


-16 


. 229 


7 


. 183 


O /I 

J4 


1 o o 

. xyo 


X . 


A A 

u u 


J X 


OA 

. y4 


ATOM 


2578 


C 


TRP 


3 90 


- 15 


. 207 


T A 
X 0 


^ c c 
. z bb 


ifl A 

4 0 


0 0*7 

. zz / 


X . 


A A 
UU 


9 1 
Z X 


"a Q 
. J y 


ATOM 


2579 


0 


TRP 


3 90 


- 14 


. 144 


9 


• 6 61 


>1 A 

4 0 


T A A 
. X U U 


X 


A A 
U U 


o c 
z b 


■a o 
. J / 


ATOM 


2580 


N 


LYS 


3 91 


- 15 


/ICO 

. 4b J 


11 


,0 85 


A T 
4 X 


O /I C 

. Z 4 3 


X 


A A 
U U 


X y 


p "a 

. O J 


ATOM 


2581 


CA 


LYS 


391 


- 14 


. 4 84 


11 


. 323 


4 2 


O T /I 

. J X4 


X 


A A 

u u 


X b 


Q A 
. o4 


ATOM 


2582 


CB 


LYS 


391 


-14 


, 925 


12 


. 544 


43 


.13 2 


1 


A A 

0 0 


X4 


A Q 

. 4 y 


ATOM 


2583 


CG 


LYS 


391 


-13 


.951 


13 


.006 


44 


.213 


1 


00 


10 


.70 


ATOM 


2584 


CD 


LYS 


391 


-14 


.510 


14 


.218 


44 


.963 


1 


00 


13 


.44 


ATOM 


2585 


CE 


LYS 


391 


-13 


.478 


14 


.846 


45 


.906 


1 


.00 


8 


.99 


ATOM 


2586 


NZ 


LYS 


391 


-14 


.038 


16 


.018 


46 


.657 


1 


.00 


9 


.86 


ATOM 


2587 


C 


LYS 


391 


-14 


.328 


10 


.102 


43 


.231 


1 


.00 


18 


.26 


ATOM 


2588 


0 


LYS 


391 


-13 


.214 


9 


,769 


43 


.654 


1 


00 


15 


. 87 


ATOM 


2589 


N 


GLU 


392 


-15 


.451 


9 


.443 


43 


.522 


1 


00 


20 


.49 


ATOM 


2590 


CA 


GLU 


392 


-15 


.483 


8 


,267 


44 


.386 


1 


00 


23 


.22 


ATOM 


2591 


CB 


GLU 


392 


-16 


.924 


7 


.953 


44 


.777 


1 


.00 


26 


.59 


ATOM 


2592 


CG 


GLU 


392 


-17 


.050 


6 


.956 


45 


.911 


1 


.00 


36 


.07 


ATOM 


2593 


CD 


GLU 


392 


-18 


.359 


7 


.099 


46 


.663 


1 


.00 


41 


.89 


ATOM 


2594 


OEl 


GLU 


392 


-18 


.310 


7 


.239 


47 


.902 


1 


.00 


41 


.27 



44/150 



1.0/501 



FIG. ISS 



ATOM 


O ^ Q c; 

^ 13 I? D 








-19 . 


. 432 


7 . 


, 071 


46 . 


018 


1 . 


00 


50 . 


99 


i\ 1 \Jri 




o 


CiJ JT 


O 7 ^ 


- 14 , 


840 


7 , 


. 052 


43 . 


737 


1 . 


00 


22 . 


68 


A J. L'jyi 


O Q T 
Z O !7 / 


o 


ni .TT 


O 27 Z 


- 14 , 


103 


6 . 


3 04 


44 . 


3 89 


1 . 


00 


23 . 


88 


ATOM 


o Q n 




1. 1 Pi U 


O 7 o 


-15. 


137 


6 . 


. 853 


42 . 


455 


1 . 


00 


20 . 


40 


ATOM 


O Q Q 






J -7 J 


- 14 . 


. 583 


5 , 


. 746 


41 . 


693 


1 . 


00 


14 . 


24 


ATOM 


z o u u 








- 1 

X 3 < 


, 141 


5 , 


. 763 


40 . 


280 


1 . 


00 


9 . 


57 


A TOM 


^ o u ^ 




T.TTTT 


i3 7 J 


-16 . 


, 578 


5 . 


. 266 


40 . 


243 


1 . 


00 


13 . 


19 


ATOM 






T.T?TT 


J I? J 


- 17 , 


. 203 


5 . 


. 553 


38 . 


884 


1 . 


00 


5 . 


67 


ATOM 


Z Q V J 


on*!? 


T.'PTT 


^ Z7 J 


- 16 . 


579 


3 , 


. 772 


40 . 


580 


1 . 


00 


12 . 


28 


ATOM 


^ O \J 


o 




O 7 O 


- 13 . 


► 067 


5 . 


. 846 


41 . 


648 


1 . 


00 


15 . 


60 


ATOM 


o n c; 

z O U D 


o 




J 7 O 


- 12 . 


.369 


4 


. 894 


41 . 


995 


1 . 


00 


21 . 


88 


ATOM 


o ^ n ^^ 
z o u o 


IN 




J 7 *± 


- 12 . 


. 566 


7 


. 022 


41 . 


278 


1 . 


00 


15 . 


30 


TV T'OAA 

Ai vjiyi 


o c T 


OA 
V-A 


X XjCj 


Q A 

J 17 ft 


- 1 1 

XX. 


. X o o 


7 


.2 80 


41 . 


183 


1 , 


00 


13 . 


08 


ATOM 


o n Q 

^ D U O 


0"R 


TT T? 




-in 

X w i 


ft "^C 

■ O 3 O 


8 


7 09 


40 , 


595 


1 , 


00 


12 . 


22 




O C O Q 

^ b U j7 




TT I? 
X XjEi 




7 . 


"5 

• O 3 O 


Q 

7 . 


• w u o 


4 0 

ft V * 


512 


1 , 


00 


6 . 


65 


ATOM 


4S o ± U 


or2i 




QA 


- 1 1 

X X < 


> fi / o 


Q 


, 825 


39 . 


, 199 


1 , 


00 


10 . 


42 


ATOM 


z b X ± 


om 


TT.TT 


jy± 


XX. 


^ nft 

• o u o 


X w < 


, 181 


38 . 


555 


1 , 


00 


13 . 


03 


ATOM 


Z D ± Z 


o 


TT T? 
XXi£j 


J y± 


-in 

X u . 


• *x O 3 


7 


. 145 


42 . 


545 


1 . 


00 


10 . 


70 


A TOM 


Z O ± J 




TT T? 
X XiHi 


"7. QA 

J 17 ft 


- Q 

7 


9 QC 

. Z 7 O 


6 


. 751 


42 . 


. 624 


1 , 


00 


8 . 


46 


A TOM 


^ O J. fx 


■NT 


TVP 


"3 Q ^ 
O ^ Z3 


- 1 1 


198 


7 


.4 70 


43 . 


. 612 


1 . 


00 


13 . 


. 66 


A "yOM 

A.1 UIYl 


^ D X O 


OA 
L.A 


TVO 


"3 Q R 

J i7 D 


-in 

X u 


c 

. O 3 Z 


7 


.3 77 


44 


.966 


1 ^ 


00 


13 . 


63 


A "yOM 


O CI C 

zo±o 


OTl 


TVD 


"3 Q c: 
3 i7 D 


- 1 1 

XX 


R1 ft 
. 3 X O 


ft 
o 


1 cn 

. X O \J 


4 R 

ft J . 


Q R7 


\ ^ 


00 


15 . 


60 


ATOM 


O CI T 
<6bJL / 




X Xx% 


1 Q 


-in 

X w 


Q n 9 

. 7 U Z 


ft 
o 


. O X o 


47 


328 


\ , 


00 


16 . 


. 11 


ATOM 


O CI Q 


orvi 

L.UX 


1 X K 






C5 1 
. OO X 


ft 
o 


ft C7 
• o o / 


47 


496 


1 ^ 


00 


10 . 


. 10 


ATOM 


O C T Q 
4£b J.7 


V..CJX 




^ 70 


- Q 
7 


nca 

> VJ o o 


ft 
o 


QQ9 

.7 7^ 


4R 

fx O . 


■ / 3 O 




00 


17 , 


. 16 


A TOM 

A± UIVl 


o c o n 


OFiO 




"a Q C\ 


- 1 1 
XX 


• 30 3 


7 


• O 7 X 


4R 

rt O < 


, 463 


1 , 


00 


21 . 


. 34 


A "yOM 

A± UiVl 


O C O 1 




TVP 
X XK 


J 7 3 


- 1 1 
XX 


n'74 

. w Z ft 


o 
o 


.012 


4 9 

•* 7 . 


. 729 


1 , 


00 


21 . 


. 42 


A TOM 

Al 


o c o o 


07 


X X K 


1 Q 
J 7 3 


7 


. / D / 


ft 
o 


. Zj 7 


4 9 


.871 




00 


22 . 


, 71 


A TOM 

Ai vjjyi 




OT-I 


TVP 
1 X rv 


Q R 

O J7 3 


7 


.zoo 


Q 


. 64 8 


51 


.13 3 


1 , 


00 


19 . 


. 28 


A TOM 


O C O A 




TVP 
X X rC 


"5 Q c; 

J 7 3 


-in 

X u 


RC n 

• O Q U 


5 


. 915 


45 


. 3 66 


1 . 


00 


13 . 


. 33 


ATOM 


O C O 

b ^ o 


r\ 
\J 


TVP 
X X rc 


1 Q R 
J 7 3 


- Q 

7 


4 ft ft 
. ft o o 


c: 

3 


4 "^9 
. *± o ^ 


45 


, 741 


1 , 


00 


11 , 


. 26 


ATOM 


O CO c 
^ b^ b 




T VG 
XjX O 


"5 QC 
J 7b 


- 1 1 
XX 


fiC7 

• DO / 


3 


• X 7 O 


4 

ft «3 . 


.209 


1 ^ 


00 


12 . 


. 67 


ATOM 


O C O "7 

^b^ / 


OA 
L.A 


T VG 
Xj X O 


T QC 
.3 7b 


- 1 1 

— X X 


71 ft 
• / X o 


o 


• / o o 


45 


, 536 




00 


2 0 , 


. 01 


ATOM 

AiUIVl 


O CO Q 

^ b^ o 




T VG 
Xj X O 


QC 

J 7b 


- 1 
xo 


119 

• X X ^ 


•3 
O 


220 


4R 


, 276 


1 , 


00 


26 


. 69 


A TOM 
Ai UlVl 


O C O Q 

Z b Z Z7 


OO 


T VG 
Xj X O 


"5 Q C 
O 7 D 


- 1 4 
Xfr 


1 C 
• X o o 


•a 
o 


. 554 


46 


. 350 


1 , 


00 


25 


. 29 


A TOM 

Ai vJJYl 


o c n 
z b o U 


or» 


T VG 
Xj X o 


Q C 
J 7 b 


- 1 
X 3 


4 74 
. fx / ft 


2 


. 913 


46 


. 019 


1 , 


00 


28 


, 95 


A TiOIWI 


O C3 T 

Z b J X 


OTT 


T VG 
Xj X O 


"3 Q C 
J 7 b 


- 1 C 
X D 


^A 
. 3ft O 


-3 
O 


2 91 


4 7 


. 026 


1 , 


00 


28 


. 60 


ATOM 

Ai \Jiyi 


O o 
^: b J ^ 


IN 


T VG 
Xj X O 


"3 Q C 
J 7 O 


- 1 7 
X / 


Qnc 

« 7 1/ O 


2 


. 7 / O 


4 6 


. 513 


1 . 


00 


33 


. 35 


A T^OKA 
AiOIVl 


O C "3 T 
^ D J> O 


/-I 


Xj i o 


"3 Q C 
^ 7 b 


-in 

X \J 


con 

. O 7 V 


o 


Q ft Q 

• 7 O 7 


44 

*± ft 


.74 7 


1 . 


0 0 


22 


. 43 


A T'OIUI 


O C *> /I 


U 


T VC 

IjX O 


"3 Q C 
.3 7 b 


-in 

X u 


14*^ 

• XfE O 


o 


n 1 n 

. w X VJ 


4 R 

fx 3 


9 Rn 


]_ _ 


00 


26 


. 83 


ATOM 


O C *} c 

^ b J 3 




OT TT 


J 7 / 


-in 

— X u 


4 n 9 

■ rt U <i 


•a 
o 


4 9n 

• ft ^ u 


4"? 
ft O 


• 3^3 


1 

X • 


00 


19 


. 52 


ATOM 


O C3 C 

2b J o 


OA 


OT IT 


0 7/ 


- 7 


4 9 7 


o 


7 9 n 


49 
fx ^ 


71 1 
. /XX 


1 

X • 


00 


1 R 

X 0 


. 90 


ATOM 


2b j7 


on 


OT TT 

VjXjU 


O Q O 
0 7/ 


— 7 


c; Q n 
. 3 7 u 


•3 
O 


1 nc 

. X U O 


41 

ft X 


941 

■ ^ ft X 


X . 


00 


19 


. 12 


ATOM 


O C3 Q 
Z O J O 


r^o 


OT TT 


"3 0 0 
0 7/ 


— Q 

— 7 


9 9 1 


O 


n n7 

. U vO 


4 n 
ft \j 


9 R4 
• ^ 3ft 


X . 


00 


18 


. 47 


A "yoiwi 
AiOM 


O C T Q 


OT^ 


OT TT 

VjXjU 


"3 Q T 
0 7/ 


-in 

X VJ 


1 c n 

. X b u 




n9C 

• O ^ O 


A n 
ft \j 


7 9 R 
.0^3 


3_ ^ 


00 


18 


. 19 


AivJM 


o c /I n 


X 


OT TT 


"3 O "7 
0 7/ 


7 


C C Q 
. O O 7 


- n 


7 9^^ 

• O 4& O 


A n 

ft V/ 


.000 


]_ 


0 0 


27 


. 13 


A T^OM 

AiOM 


O C >1 1 

^ b4i X 


oc o 


OT TT 
oXjU 


"3 Q "7 
0 7/ 


- 1 1 
~ X X 


"3 Q n 

. O 7 U 


T 
X 


n44 

. U *i ft 


4 n 
ft w 


. 3 84 


3^ 


00 


14 


. 60 


ATOM 


2642 


c 


GLU 


397 


-8 


.004 


3 


. 014 


43 


.197 


1 . 


, 00 


20 


.33 


ATOM 


2643 


o 


GLU 


397 


-7 


.128 


2 


.156 


43 


.119 


1. 


.00 


22 


.46 


ATOM 


2644 


N 


VAL 


398 


-7 


.792 


4 


.211 


43 


.741 


1. 


.00 


25 


.23 


ATOM 


2645 


CA 


VAL 


398 


-6 


.478 


4 


.635 


44 


.242 


1. 


.00 


23 


.12 


ATOM 


2646 


CB 


VAL 


398 


-6 


.339 


6 


.197 


44 


.207 


1. 


.00 


22 


.95 


ATOM 


2647 


CGI 


VAL 


398 


-4 


.986 


6 


.648 


44 


.761 


1 , 


. 00 


22 


.77 


ATOM 


2648 


CG2 


VAL 


398 


-6 


.520 


6 


.706 


42 


, 774 


1, 


. 00 


22 


.38 


ATOM 


2649 


C 


VAL 


398 


-6 


.175 


4 


. 128 


45 


. 660 


1 , 


. 00 


26 


.11 


ATOM 


2650 


O 


VAL 


398 


-5 


. 001 


3 


. 982 


46 


.053 


1 , 


. 00 


22 


.73 


ATOM 


2651 


N 


MET 


399 


-7 


.230 


3 


. 822 


46 


.413 


1 , 


. 00 


27 


.64 


ATOM 


2652 


CA 


MET 


399 


-7 


.075 


3 


.339 


47 


.781 


1, 


.00 


33 


.11 


ATOM 


2653 


CB 


MET 


399 


-8 


.149 


3 


.953 


48 


.680 


1. 


. 00 


34 


.03 



45/150 




FIG. ITT 



ATOM 
M. J. Kjn 




v«u 


MET 


399 


_ 7 


. 994 


5 


. 465 


48 . 


. 863 


1 , 


00 


29 . 


75 


n. J. \jn 


^ R R 


ox/ 


MET 


399 


- 6 


. 663 


5 


. 989 


50 . 


. 009 


1 , 


00 


40 . 


78 


ATOM 


^ O 3 O 


OP 


MET 


O 7 7 


- 5 


. 13 7 


5 


. 9 02 


49 


. 010 


1 , 


00 


3 5 . 


81 


ATOM 


0 c: 7 


r» 


MET 


O 7 7 


-7 


.015 


1 


. 820 


47 


. 942 


1 . 


00 


36 . 


50 


ATOM 


^ O O O 




MT^'T 


T 9 9 

J «7 


- 6 


.886 


1 


. 3 23 


4 9 


. 063 


1 . 


00 


38 . 


05 


ATOM 


•5 1^ Q 
^ O 3 I7 


iN 


AOIM 


Ann 
ft w w 


_7 


, 108 


1 


. 0 92 


46 


. 82 9 


1 . 


00 


41 . 


19 


ATOM 


^ O O V 


oa 


AOIM 


400 


-7 


. 040 


- 0 


. 371 


46 


. 835 


X . 


00 


4 1 . 


87 


TV TOM 


^ O O J. 




AOIN 


ft U V/ 


o 


. 265 


- 0 


. 971 


47 


, 538 


1 . 


00 


46 . 


04 


ATOM 


^ o o ^ 






Ann 

ft u u 


- 9 


. 575 


- 0 


. 3 83 


47 


. 044 


1 . 


00 


45 . 


40 




z o o ^ 


o"ni 

kJlJ X 


AO IN 


Ann 

fx U U 


X \J 


• X V/ J 


- 0 


. 785 


46 


. 009 


1 . 


00 


46 . 


19 




o ^ <r /I 
^ O Oft 


INX'Z 


AO In 


Ann 

ft u u 


-in 

X u 


1 1 R 

. X X o 


Q 


. 567 


47 


. 800 




00 


45 . 


31 


A TOM 


^ O O 3 




AOIN 


4 0 0 


- 6 


. 917 


- 0 


. 953 


4 5 


.422 


1 . 


00 


43 - 


13 


ATOM 


^ O O D 






4 0 0 


_ 5 


.967 


- 0 


.562 


44 


.708 


1 . 


00 


38 . 


80 


ATOM 


zoo/ 


01 


*± U *± V 


1 n n 1 

X \J U X 


c 


. O ^ X 


1 0 


.641 


3 0 


. 74 2 


1 ^ 


00 


17 . 


40 




Z OO O 


01 


ft u 


1 nm 

X.\J\J X 


A 
ft 


9 9"^ 

• Z J70 


1 n 

X \J 


R4 1 

. O 1 X 


n 


. 577 


1 ^ 


00 


2 0 . 


93 


ATOM 


O O 7 


Ml 

V* X 


A o A n 


1 nm 

X U V X 




7fiR 
• / o o 


1 0 

X \J 


. 022 


3 1 


. 594 


1 , 


00 


14 . 


28 


ATOM 


Z O / U 




A OA n 


1 nm 

jL\J\J X. 


A 

ft 


^c;R 

• O 3 O 


Q 


92 


32 


. 346 




00 


11 . 


79 


ATOM 


Z O / X 




^ v/fi U 


1 nm 




. 954 


9 


. 761 


3 1 


. 740 


1 , 


00 


10 . 


46 


TV T^OM 


O ^ '7 O 


XT'? 
i>i Z 


rt U ft U 


1 n n 1 

X U U X 


R 
O 


A 9 <=; 

. fx Z 3 


Q 

27 


9*^ 9 

. 27 O 27 


3 1 


.690 


1 ^ 


00 


2 , 


00 


ATOM 


"7 

Z O / ^ 


\^ f 


A HA n 
*t U ri U 


1 n m 

X U U X 


7 


7 n *7 


9 


217 


3 1 


. 952 


1 ^ 


0 0 


4 , 


18 


a TOM 


Z O / ^ 


^ X D 


ft U fi U 


1 n n 1 

X U U X 


7 


. J o *± 


7 


912 


3 2 


.3 68 


1 , 


00 


2 . 


00 




Z O / O 


L-XU 


fl Uft U 


1 n m 

X U U X 


p 
o 


. o ^ o 


7 


• ^ 27 VJ 


'I 9 
3 z 


A 9 9 

. ft 27 27 


1 . 


0 0 


2 , 


0 0 


ATOM 


o ^ T 

<^ O / D 


rsi D 


ft Uft u 


1 n m 

X U U X 


Q 


^9R 

. O 17 O 


R 
O 


19 9 

. X Z 27 


3 2 


226 




00 


8 . 


25 


Ai VJIn 




01 R 


4 04. n 

ft Ufl u 


1 nm 

X U U X 


Q 


• ow / 


Q 
-7 


. J O O 


J X 


RAI 
. O ft X 




00 


3 . 


21 


AT/^IWI 

AHJiTl 


z o / o 


01 


ft Uft u 


1 nm 

X UU X 


A 
ft 


. / X 3 


n 

t 


R*^ R 
• 0 .9 O 




779 

. / / 27 




00 


4 ^ 


77 


ATOM 
A J. Win 


O C7 Q 




ft wffc U 


1 nm 

X U \J X 




AA 9 
• ftft 7 


7 


.244 


35 


. 771 


1 ^ 


00 


12 . 


75 


ATOM 
A± kJl"! 


Z D O U 


01 '7 
\-X / 


A HA n 
ft wft U 


1 nm 

X U U X 


9 
z 


RR ^ 


7 


99R 

• Z 27 O 


34 


. 670 




00 


12 . 


S3 




O ^ Q 1 
4S O O X 


01 T 
^ X X 


A n A n 

ft U ft u 


1 n n 1 

X vj U X 




n n R 

. U U 3 


7 


9R9 

. 27 O ^ 


33 


528 




00 


14 . 


72 


ATOM 
A J. Wl'l 


Z O o z 


01 
X J 


AO AD 
*± U fx V 


10 01 


4 


27 8 


g 


. 594 


33 


. 526 


1 , 


. 00 


16 , 


11 


ATOM 


"5 ^; p "5 


01 Q 

v^x y 


A n A n 
ft u *± u 


1 n m 

X VJ U X 


c 


. X J / 


R 

o 


9 A 
. o Z *x 


7 4 
J fx 


. 63 7 


1 


00 


13 . 


87 


ATOM 
Ai vJIrl 


O £ Q A 


L,Z 


A n A n 

ft Ufl u 


T n n T 

X U U X 


C 

o 


9 9 
• OZ 17 


X X 


no 


2 9 


.7 83 




00 


1 8 . 


4 0 


ATOM 


Z O o 3 


KTI 


A OA n 

ft Ufx U 


1 nm 

X U U X 


1 n 

X V 


R7 n 


10 


. Oil 


3 1 


.601 


1 , 


. 00 


4 . 


47 


ATOM 
Ai VJIYl 


o /r Q (C 


V.O 


A nA n 

ft V/f± w 


1 nm 

X U \J X 


1 n 

X yj 


9R7 

• 270 / 


1 0 

X \J 


P9R 

. O 27 O 


0 


.601 


1 . 


. 00 


6 . 


40 


ATOM 


ZOO/ 




A riA fi 

ft Uft V-/ 


1 nm 


X z 


An*7 
• ft u / 


1 1 

X X 


1 97 

• X 27 / 


3 0 


. 263 


1 , 


. 00 


6 . 


89 


ATOM 
A J. 


z o o o 


04 


A o A n 

ft wft U 


1 nm 

X\J\J X 


X \j 


094 

• W 7 ft 


11 


. 460 


29 


. 962 


1 , 


. 00 


16 . 


54 


A T'OM 
Al WlYl 


z D o y 


v^riz 


1 Xf O 


1 
X 


1 1 

X X 


09 9 

. V 5 17 


94 

Z ft 




40 


.355 


\ ^ 


00 


26 . 


43 


A TOM 
A J. \Ji*l 


0 Q n 

Z D J7 U 


OP"!? 


TT 

J. X IT J 


o 
z 


1 6 


,034 


17 


.889 


3 5 


. 924 


1 , 


. 00 


21 . 


43 


ATOM 


9 Q 1 

Z O 17 X 


OH 9 
wnz 


TT P*^ 

X X £r J 


-J 


g 


63 8 


2 


.227 


44 


.181 


1 . 


. 00 


32 . 


16 


A X KJin 


O <^ Q 9 
Z D Z 


ouo 


TT D*^ 
X X ir J 


A 
ft 


9 n 

Z u 


A R 

. *x J O 




. 594 


4 2 


. 4 14 


1 


. 00 


3 2 . 


35 


Ai VJIXI 


O Q "3 
Z O J7 J 


ouo 


TT 


cr 
D 


X / 


. .3 27 / 


o 
z 


O 1 9 

. U X 27 


J o 


RR R 




. 00 


4 7 . 


80 


Ai vJP'i 


O £ Q A 
Z O ^4 


ouo 


TT 0*^ 
1 X tr^ 


/r 
o 


Z X 


• ^ O 3 


n 
1 


P94 

• O 27 ft 


J o 


'^49 

. O ft 7 




. 00 


53 . 


39 


ATOM 


O £ Q c: 
Z O J7 3 


ouo 


TT 0*5 
1 X 


/ 


X o 


• O X Q 


1 4 

X ft 


Q1 n 

. 27 X / 




.305 




. 00 


39 . 


74 


Al vJW 


O £ Q ^ 
Z O 7 o 


(Jriz 


1 X xro 


o 
o 


- 1 Q 
X 27 


R 

. O O J 


X 3 


. X / O 


•^4 

O ft 


. 969 




► 00 


34 . 


63 


A T'/^M 
Ai UN 


o T 

z o y / 


UilZ 


± X P J 


Q 

y 


~ z 


. Oft / 


Q 


n "7 9 


9 9 

Z 27 






00 


21 . 


81 


Al VJIYl 


O ^ O Q 
Z O Z7 O 


vjxiz 


TTD1 
X X P J 


1 n 
X u 


o 

V 


1 A n 

» X ft u 


o 


'71 
. / X D 


9 9 

Z 27 


9fl 

. 27 O 3 


1 


nn 


22 . 


90 


A J. vJN 


z b y y 


vJrlZ 


i X f J 


X X 


X J 


7 R A 
. / O ft 


z 


1 m 

. X U J 


A 9 
ft z 


.12 0 


3_ 


. 00 


3 5 . 


98 




o '7 n 
z / u u 


vjfiz 


i X f J 


XZ 


o 
u 


. D O 3 


_ -3 
J 


1 R 9 
. X o z 


A 


7 R 9 

. / O 27 




. 00 


43 ^ 


00 


ATOM 


2701 


OH2 


TIPS 


13 


0 


.462 


-2 


.129 


37 


.570 


1 


. 00 


31 . 


31 


ATOM 


2702 


OH2 


TIP3 


14 


11 


.861 


-5 


.557 


22 


.223 


1- 


.00 


35. 


,31 


ATOM 


2703 


OH2 


TIPS 


15 


6 


.133 


-0 


.706 


32 


.084 


1 


.00 


27. 


.78 


ATOM 


2704 


OH2 


TIPS 


16 


-0 


.606 


17 


.134 


45 


.988 


1 


.00 


17. 


.70 


ATOM 


2705 


OH2 


TIPS 


17 


10 


.025 


15 


.635 


16 


.157 


1 


.00 


43 . 


.57 


ATOM 


2706 


OH2 


TIPS 


18 


1 


.603 


21 


.090 


15 


.391 


1 


. 00 


31 . 


,70 


ATOM 


2707 


OH2 


TIPS 


19 


-9 


. 960 


-0 


.572 


11 


.478 


1 


. 00 


12 . 


.99 


ATOM 


2708 


OH2 


TIPS 


20 


-3 


. 898 


11 


.090 


10 


.729 


1 


. 00 


35 . 


.00 


ATOM 


2709 


OH2 


TIPS 


21 


2 


. 913 


12 


.127 


11 


.831 


1 


.00 


20 . 


. 04 


ATOM 


2710 


0H2 


TIPS 


22 


-11 


.943 


13 


. 923 


0 


. 070 


1 


. 00 


19. 


. 05 


ATOM 


2711 


OH2 


TIPS 


23 


-22 


.808 


2 


.564 


4 


.041 


1 


.00 


35. 


.33 


ATOM 


2712 


OH2 


TIPS 


24 


8 


.047 


7 


.521 


-8 


.142 


1 


.00 


32. 


.42 



46/150 



10/501002 



FIG. lUU 





^ 1 ±^ 




X X IT J 




— i 0 


704. 


1 9 




2 


. 447 


1 , 


00 


18 


. 06 


ATOM 


2714 


OH2 


TIP3 


26 


-19 


.392 


7 


.013 


8 


.226 


1. 


00 


26 


.38 


ATOM 


2715 


OH2 


TIP3 


27 


-2 


.939 


14 


.818 


-7 


. 342 


1 . 


00 


38 


. 07 


ATOM 


2716 


0H2 


TIPS 


28 


18 


.620 


3 


.2 35 


3 


.927 


1 . 


00 


31 


.48 


ATOM 


2717 


0H2 


TIP3 


29 


19 


. 922 


-2 


.960 


-2 


.057 


1 . 


00 


25 


.96 


ATOM 


2718 


OH2 


TIPS 


30 


23 


.569 


-0 


.799 


-6 


.475 


1. 


00 


42 


.59 


ATOM 


2719 


OH2 


TIPS 


31 


-14 


.080 


-0 


.324 


3 


.982 


1. 


00 


11 


.72 


ATOM 


2720 


OH2 


TIPS 


32 


-1 


.880 


-10 


.669 


10 


.357 


1. 


00 


36 


.98 


ATOM 


2721 


OH2 


TIPS 


33 


-3 


.231 


-7 


.645 


6 


.430 


1. 


00 


19 


.85 


ATOM 


2722 


OH2 


TIPS 


34 


2 


. 195 


-13 


.454 


10 


.124 


1. 


00 


35 


.78 


ATOM 


2723 


OH2 


TIPS 


35 


-0 


.645 


-IS 


.187 


10 


.089 


1 . 


00 


19 


.79 


ATOM 


2724 


0H2 


TIPS 


36 


0 


. 013 


-10 


.801 


22 


.565 


1 . 


00 


30 


.67 


ATOM 


2725 


0H2 


TIPS 


37 


6 


.286 


12 


.972 


26 


.252 


1 . 


00 


3 8 


.52 



END 



47/150 



FIG. 2A 



Atom Type Resid # X 





J. 


rsi 


AOxr 


A 
A 




9 1 


7 J 


t\ 1 KJVl 


O 


ozv 








2 1 . 


423 


M. J. V-/ln 


ri 


r* 


X^O IT 




A R 


2 0 . 


751 




ft 




A QD 
ACDf 


A 
A 


A C^ 

*± p 


X Z7 • 


O X o 


A "POM 


O 




AO IT 


A 
A 


ft 3 


^ ^ * 




a TOM 


gr 
O 




AOlr 


A 
A 


p 


^ ^ • 


9A Q 


n. 1 VJITI 


•7 


om 




A 
n 


^ p 


21 . 


044 


A TOM 


p 
o 




AO XT 


A 
e\ 


A R 


23 . 


181 




Q 


IN 


AOiN 


A 

n. 


rr D 


9 1 


R7#^ 


ATOM 


X u 


L.A 


CM 


A 
A 


*± o 


9 1 
^ X • 


n R 

U 3 J 


ATOM 


X X 


V- 


AOxVJ 


A 

A 


Afi 


9 n 


o o vj 


A TOM 


X.Z 




a QM 
AolN 


A 
A 


ft O 


9 1 


7 ft '5 

J O J 


ATOM 


X J 




A OKT 


A 
A 


4 O 


9 9 


rk ft '7 


ATOM 


1 A 

X4 


oo 


A OXT 


A 

A 


A ^ 
4 O 


9 1 
^ X . 


RR "1 

1 pp^ 


ATOM 


Xb 


or^i 
vJUX 


A GTVT 


A 

A 


A C 


9 n 


1 C 9 

> ^ o z 


ATOM 


Xb 


iMiy^ 


a CM 
AoW 


A 

A 


A C 
4 D 


9 9 


A R 

. ft O P 


A T'O^A 

A J. ujyi 


X / 


■KT 
ISI 


OT "NT 


A 

A 


A "7 


1 Q 

X y . 


RH A 
. PUft 


A TOM 

Ai vJlYl 


T Q 
X C5 


O A 

L,A 


OT "NT 


A 

A 


A "7 
ft / 


1 ft 
X o . 


QQ ft 

. y y o 


A TTyM 

Al vJJVl 


X y 


/-I 
L. 


OT M 


A 

A 


A "7 
4 / 


X y . 


A 

. y o ft 


ATOM 






OT M 


A 
A 


A •? 

ft / 


1 Q 


'7'7 n 


A TOM 


Z X 






A 
A 


A 1 
ft / 


A. 1 , 


f^A R 


A TOM 




oo 


OT M 


A 

A 


A n 
4 / 


xo . 


ATI 
> fx / X 


ATOM 




oo 


OT TVT 


A 

A 


A 


XP • 


91 "5 
> ^ X J 


ATOM 




oin 




A 

A 


A'7 


1 A 
X^ . 


m 9 


AiOM 






OT VI 


A 

A 


A T 
4 / 


XP , 


A 9 R 
> 4 Z P 


A TOM 
Ai UiVl 


^ o 


XT 
IN 


irriil 


A 

A 


A P 
ft O 


9 1 
^ X . 


n n 

. u u o 


A TOM 
A 1 vJM 


O '7 


L,A 


PUT? 


A 


A P 
ft O 


9 T 
^ X . 


Q R Q 

. J7 3 27 


A TOM 


O ft 


/-I 


PUT? 


A 

A 


A O 
ft O 


9 "5 


1 ft 
> J X O 


A "yOM 


O Q 


\J 




A 

A 


A Q 
4 O 


9 


O 9 
. o u ^ 


ATOM 


O U 


on 


PUT? 


A 
A 


A ft 
ft o 


9 9 


19 9 

> X 4& ^ 


ATOM 


J X 


on 


PTJT? 


A 
A 


A ft 


9 n 


ft c; 

> O J 3 


ATOM 


"a o 


L.UX 


xrtitL 


A 

A 


A ft 
4 O 


9 n 


m A 

> U X fx 


ATOM 






DITT7 


A 

A 


A ft 


9 n 


AI 
> ft X J 


ATOM 


*a A 




PUT? 
irtini 


A 

A 


A ft 


1 ft 

xo . 


ft OA 
. O Ufr 


ATOM 


J b 






A 

A 


A Q 

4 o 


xy . 


. X / P 


A TOM 

AI Uirl 


o a 
J b 


O "7 




A 
A 


A ft 
ft O 


1 ft 

X o . 


7 n 


Ai UIYl 


6 1 


JN 


TVD 
i iK 


A 

A 


A Q 

4 y 


9 A 
Z ft . 


1 R ft 

. X o o 


A T'/^vr 
ArOM 


•3 Q 
J O 


OA 

CA 


TVD 

i xK 


A 

A 


A Q 

4 y 


9 cr 
ZP . 


R 9 T 
. PZ X 


AIOM 


"5 O 

J y 




TVO 
i X K 


A 

A 


A O 

4 y 


9 C 


> z b X 


ATOM 


A n 
4 U 


U 


TVD 

i X K 


A 

A 


A O 
4 l7 


9 R 

^P . 


. 0^4 


ATOM 


4 1 


on 
Co 


Tx R 


A 

A 


A Q 

4 y 


4C P . 


. p / y 


ATOM 


42 


CG 


TYR 


A 


4 9 


2 5 


. 594 


ATOM 


43 


GDI 


TYR 


A 


49 


26 


. 790 


ATOM 


44 


CD2 


TYR 


A 


49 


24 


.423 


ATOM 


45 


CEl 


TYR 


A 


49 


26 


. 823 


ATOM 


46 


CE2 


TYR 


A 


49 


24 


.449 


ATOM 


47 


CZ 


TYR 


A 


49 


25 


.655 


ATOM 


48 


OH 


TYR 


A 


49 


25 


.702 


ATOM 


49 


N 


SER 


A 


50 


27 


.582 


ATOM 


50 


CA 


SER 


A 


50 


28 


.343 


ATOM 


51 


C 


SER 


A 


50 


29 


.404 


ATOM 


52 


0 


SER 


A 


50 


30 


. 127 


ATOM 


53 


CB 


SER 


A 


50 


29 


.039 


ATOM 


54 


OG 


SER 


A 


50 


28 


.133 


ATOM 


55 


N 


VAL 


A 


51 


29 


.521 


ATOM 


56 


CA 


VAIi 


A 


51 


30 


.538 



10/5011.009 





Y 




z 


Occ 




B 


s 


. 714 


61 . 


519 


1. 


00 


34 


.40 


9 


.997 


62 . 


113 


1. 


00 


36 


. 18 


10 


.818 


61 . 


005 


1 . 


00 


33 


. 68 


10 


.888 


60 , 


, 905 


1 . 


00 


33 


.15 


10 


.759 


62 , 


697 


1 . 


00 


38 


.37 


11 


. 690 


63 . 


, 845 


1, 


00 


39 


. 28 


11 


. 989 


64 . 


, 033 


1. 


00 


40 


. 07 


12 


. 121 


64 . 


.563 


1. 


00 


39 


.46 


11 


. 411 


60 . 


. 150 


1. 


00 


31 


.22 


12 


.210 


59 , 


. 046 


1. 


,00 


31 


. 07 


11 


.327 


57 . 


.84 9 


1 . 


. 00 


26 


. 7 5 


1 0 


.4 07 


57 , 


. 490 


1 . 


. 00 


23 


. 97 


13 


. 258 


58 . 


. 623 


1, 


.00 


33 


. 86 


14 


. 220 


57 . 


, 572 


1. 


,00 


34 


.70 


14 


, 577 


57 . 


. 559 


1. 


,00 


33 


.29 


14 


. 642 


56 . 


. 681 


1. 


,00 


34 


. 56 


11 


. 6 14 


57 


. 251 


1 . 


,00 


24 


. 40 


1 0 


. 8 57 


56 . 


. 101 


1 . 


.00 


23 


. 13 


1 0 


.84 9 


54 


. 902 


1 . 


. 00 


20 


. 34 


X \J 


n ft A 

. U O fx 


3 J < 


> 7 u ^ 


1 , 


. 00 


21 


. 4 7 


1 1 


4 25 


55 


.632 


1 . 


. 00 


26 


. 85 


11 


.410 


56 


. 641 


1, 


. 00 


30 


. 76 


12 


. 152 


56 


. 123 


1, 


.00 


33 


. 08 


X X 


fl97 


^ V < 


.488 


1. 


.00 


27 


. 93 


X o 


• X o 


55 


. 276 


1 . 


.00 


34 


. 46 


1 1 


.6 68 


54 


. 951 


1 . 


. 00 


15 


. 81 


11 


. 773 


53 


. 859 


1 . 


. 00 


15 


. 50 


1 1 


.257 


54 


. 197 


1 . 


. 00 


17 


. 92 


1 0 


. 94 6 


55 


.343 


1 . 


. 00 


26 


. 00 


13 


2 2 9 


53 


.429 


1 . 


. 00 


12 


. 3 0 


13 


. 880 


53 


. 069 


1 < 


. 00 


12 


. 37 


14 


. 361 


54 


. 047 


1 , 


.00 


9 


.42 


13 


. 941 


51 


. 755 


1. 


.00 


14 


. 72 


1 A 

Xft 


. o o ^ 


R*? 

zjj 


. 751 


1 , 


.00 


9 


. 25 


1 A 

X ft 


.4 71 


51 


.4 34 


1 , 


. 00 


12 


. 23 


14 


. 93 8 


52 


,442 


1 . 


. 00 


11 


. 80 


1 1 


.165 


53 


.177 


1 


.00 


16 


. 03 


X \J 


• / X o 




.326 


1 


.00 


14 


. 96 


X X 


. ^ 3 o 


R9 


1 HQ 

• X W J7 


1 


.00 


16 


. 51 


1 1 
X X 


• O 


3 X 


. 120 


1 


.00 


18 


. 27 


9 


. 179 


53 


. 444 


1 


.00 


16 


. 48 


a 
o 




R9 


• X O u 


1 


.00 


11 


. 73 


ft 
o 


* W fx 


RI 
X 


RR9 


1 


.00 


14 


. 86 


-7 
I 


ft ft 1 
. O O X 


RI 
PX 


<^ n ft 


1 


. 00 


1 n 

X u 


Rn 


1 


.237 


50 


.417 


1 


. 00 


16 


.30 


1 


. 074 


50 


.478 


1 


. 00 


15 


. 61 


6 


.763 


49 


.894 


1 


.00 


16 


.51 


5 


.998 


48 


.768 


1 


.00 


22 


.01 


11 


.320 


52 


.168 


1 


.00 


20 


,81 


11 


.884 


51 


.065 


1 


.00 


24 


.35 


10 


. 963 


50 


.489 


1 


. 00 


26 


.61 


10 


.295 


51 


.240 


1 


. 00 


26 


.11 


13 


.171 


51 


.534 


1 


. 00 


25 


.23 


14 


.067 


52 


.140 


1 


. 00 


26 


. 92 


10 


. 958 


49 


.160 


1 


. 00 


25 


. 44 


10 


.144 


48 


.506 


1 


.00 


27 


.28 



48/150 



FIG. 2B 





57 
^ / 


Q 


VAL 




51 


31 . 


308 


10 


. 831 


47 . 


.408 


1 . 


00 


29 


.13 






o 


VAL 




51 


30 , 


775 


11 


. 655 


46 . 


. 669 


1 . 


00 


28 


.02 


ATOM 




CB 


VAL 




51 


3 0 . 


026 


8 


. 784 


47 . 


. 960 


1 . 


00 


25 


. 85 


ATOM 


6 0 


CGI 


VAL 


A 


51 


3 0 . 


678 


7 


. 644 


48 . 


. 762 


1 . 


00 


23 


.20 


ATOM 


61 


CG2 


VAT. 




51 


28 . 


508 


8 


. 712 


47 , 


. 981 


1 . 


00 


22 


.29 






N 


GLU 




52 


32 , 


589 


10 


. 494 


47 , 


. 352 


1 . 


00 


32 


. 44 


ATOM 


63 


CA 


GLU 




52 


33 , 


502 


11 


. 018 


46 . 


.361 


1 . 


00 


37 


.43 


ATOM 


64 




GLU 


A 


52 


33 . 


277 


10 


.302 


45 , 


. 019 


1 , 


00 


41 


. 03 


ATOM 


65 


o 


GLU 




52 


34 . 


. 044 


9 


.393 


44 . 


. 658 


1 . 


00 


44 


. 17 


ATOM 


6 6 


CB 


GLU 




52 


34 . 


952 


10 


. 787 


46 , 


. 815 


1 . 


00 


40 


. 23 


ATOM 


6 7 


CO 


GLU 




52 


3 5 . 


354 


11 


.489 


48 . 


. 122 


1 . 


00 


44 


.49 


ATOM 


6 8 


CD 


GLU 




52 


36 . 


, 712 


11 


. 021 


48 


. 646 


1 . 


00 


45 


.39 


ATOM 


69 


OEl 


GLU 


TV 


52 


37 . 


.699 


11 


. 075 


47 


. 886 


1 , 


00 


46 


. 92 


ATOM 


7 0 


OE2 


GLU 




52 


36 . 


, 792 


10 


. 577 


49 


. 814 


1 . 


00 


47 


. 73 


ATOM 


71 


N 


VAT. 


A 


53 


32 . 


, 211 


10 


. 676 


44 


.306 


1 . 


00 


39 


. 71 


ATOM 


72 


CA 


VAL 




53 


31 . 


> 918 


10 


. 099 


42 


. 992 


1 . 


00 


36 


.87 


ATOM 


7"? 


Q 


VAL 




53 


32 . 


. 786 


10 


. 847 


41 


, 986 


1 . 


00 


38 


. 00 


ATOM 


74 


o 


VAL 




53 


32 , 


> 397 


11 


.899 


41 


, 459 


1 . 


00 


36 


. 09 


ATOM 


7 R 




VAL 


A 




3 0 . 


43 5 


10 


.252 


42 


. 576 


1 . 


00 


34 


. 18 


ATHM 
X V-/i*i 


7 

/ D 


CGI 


VAL 




53 


30 . 


23 0 


9 


. 650 


41 


. 203 


1 . 


00 


33 


. 97 


ATOM 


7 7 




VAT. 






2 9 


524 


9 


.566 


43 


.571 


1 . 


00 


28 


. 11 


ATOM 


7fl 


TSJ 
IN 


OT.V 


a 


54 


34 


0 05 


10 


.349 


41 


. 806 


1 . 


00 


3 9 


. 05 


ATOM 


7Q 


OA 


GLY 




R4 

-3 rt 


34 


. 931 


10 


. 956 


4 0 


. 871 


1 . 


00 


41 


. 22 


ATOM 


R n 
o u 


r> 


OT .V 
wXj X 


A 


3^ 




► 62 1 


12 


. 226 


41 


. 322 


1 , 


00 


42 


. 09 


ATOM 


ft 1 




OT.V 




Rd 




, 625 


12 


. 185 


42 


. 036 


1 . 


00 


43 


. 69 


ATOM 


ft o 


IM 


ASP 






35 . 


. Ill 


13 


. 357 


40 


. 847 


1 . 


00 


42 


. 82 


ATOM 


ft 7 


OA 


ASP 




55 


35 


. 690 


14 


. 659 


41 


. 166 


1 . 


00 


44 


.27 


ATOM 


ft d 


p 


ASP 




55 


34 


, 681 


15 


.489 


41 


. 948 


1 . 


00 


43 


. 69 


ATOM 


8 5 




ASP 




55 


34 


. 92 1 


16 


. 665 


42 


,244 


1 . 


00 


44 


. 83 


ATOM 


ft 

o o 


CB 


ASP 


A 


5 5 


3 6 


. 056 


15 


. 392 


3 9 


.862 


1 . 


00 


44 


. 71 


ATOM 


ft 7 


CG 


ASP 




55 


37 . 


.208 


16 


.379 


40 


. 034 


1 . 


00 


45 


. 70 


ATOM 


88 


ODl 


ASP 




55 


37 . 


. 987 


16 


. 245 


4 1 


. 006 


1 . 


00 


43 


. 88 


ATOM 


RQ 

O J 


OD2 


ASP 




55 


37 , 


. 345 


17 


. 278 


39 


. 173 


1 . 


00 


45 


. 77 


ATOM 




N 


SER 




56 


33 . 


. 546 


14 


. 869 


42 


. 264 


1 . 


00 


41 


. 87 


ATOM 


91 


CA 


SER 




56 


32 


.471 


15 


. 529 


42 


. 999 


1 , 


00 


39 


. 15 


ATOM 


92 


Q 


SER 




56 


32 


. 064 


14 


. 830 


44 


.319 


1 . 


00 


36 


. 42 


ATOM 


93 


Q 


SER 


A 


56 


32 


. 708 


13 


. 878 


44 


, 772 


1 . 


00 


34 


.35 


ATOM 


94 


CB 


SER 




56 


3 1 


. 255 


15 


. 715 


42 


. 070 


1 , 


00 


40 


. 76 


ATOM 


95 


OG 


SER 




56 


30 


. 999 


14 


. 554 


41 


. 292 


1 . 


00 


44 


. 70 


ATOM 


96 


N 


THR 




57 


31 


, 060 


15 


. 397 


44 


. 977 


1 . 


, 00 


31 


. 87 


ATOM 


Q7 


OA 


THR 




57 


30 


, 53 1 


14 


. 855 


46 


. 211 


1 . 


, 00 


28 


. 23 


ATOM 


7 o 


n 


THR 




R7 


29 


. 044 


14 


. 683 


45 


. 999 


1 , 


, 00 


26 


. 15 


ATOM 


-7 ^ 


o 


THR 




57 


28 


. 341 


15 


. 636 


45 


. 741 


1 , 


. 00 


28 


. 09 


ATOM 


inn 




TT-TP 
X rirc 


A 


R7 




.790 


1 5 


. 802 


4 7 


. 4 06 


1 , 


, 00 


25 


. 55 


ATOM 


-L U J- 


om 


THR 




c 7 


3 2 


. 143 


1 5 


. 650 


47 


.861 


1 , 


. 00 


22 


. 73 


ATOM 


J. u ^ 




TRP 
X nx\. 




^^7 


2 9 


.860 


1 5 


.4 99 


4 8 


.53 0 


1 . 


. 00 


22 


. 34 


ATOM 


X u o 


In 




/\ 


ft 


ft 


. 3 Q X 


X o 


4 

« 1 O J 




.13 5 


1 , 


00 


26 


. 71 


ATOM 


104 


CA 


PRE 


A 


58 


27 


.148 


13 


.206 


45 


. 925 


1, 


. 00 


27 


.96 


ATOM 


105 


C 


PHE 


A 


58 


26 


.303 


12 


.971 


47 


.177 


1. 


.00 


28 


.42 


ATOM 


106 


O 


PHE 


A 


58 


25 


.740 


11 


.892 


47 


.379 


1, 


.00 


34 


.14 


ATOM 


107 


CB 


PHE 


A 


58 


26 


.963 


12 


.040 


44 


.960 


1. 


. 00 


24 


.54 


ATOM 


108 


CG 


PHE 


A 


58 


26 


.701 


12 


.457 


43 


.533 


1, 


.00 


20 


.20 


ATOM 


109 


CDl 


PHE 


A 


58 


27 


.761 


12 


.719 


42 


. 659 


1. 


. 00 


18 


.70 


ATOM 


110 


CD2 


PHE 


A 


58 


25 


.394 


12 


.511 


43 


. 051 


1. 


. 00 


17 


.72 


ATOM 


111 


CEl 


PHE 


A 


58 


27 


.520 


13 


. 023 


41 


.326 


1. 


. 00 


6 


.16 


ATOM 


112 


CE2 


PHE 


A 


58 


25 


. 143 


12 


. 816 


41 


. 716 


1. 


. 00 


6 


. 65 


ATOM 


113 


cz 


PHE 


A 


58 


26 


. 210 


13 


.069 


40 


.862 


1. 


. 00 


7 


. 99 


ATOM 


114 


N 


THR 


A 


59 


26 


.095 


14 


.025 


47 


. 941 


1, 


.00 


26 


.25 


ATOM 


115 


CA 


THR 


A 


59 


25 


.305 


13 


.932 


49 


.153 


1, 


.00 


20 


.51 



49/150 



M/501002 



FIG. 2C 





^ X o 




THR 




59 


23 . 


. 921 


13 - 


. 489 


48 . 


, 769 


1 . 


00 


18 . 


. 74 


ATOM 


J. X f 


o 


THR 




59 


23 , 


. 123 


14 < 


. 273 


48 . 


. 293 


1 . 


00 


20 . 


. 15 




TIP 
J. X o 




THR 




59 


25 . 


244 


15 , 


. 284 


49 


. 863 


1 . 


00 


18 , 


. 08 


7\ TDM 


1 1 Q 
X X ^ 


or;i 


THR 




5 9 


2 6 . 


, 585 


15 


.707 


50 


. 146 


1 . 


00 


17 . 


.42 


TV TOM 


X ^ VJ 


009 


THR 




5 9 


24 , 


.450 


15 


.190 


51 


. 151 


1 , 


00 


17 . 


. 08 


ATOM 


X ^ X 


XM 


VAT. 


p^ 




23 , 


, 647 


12 , 


. 208 


48 . 


, 953 


1 . 


00 


17 . 


. 47 


ATOM 


122 


CA 


VAT. 


p^ 


60 


22 . 


. 344 


11 . 


. 668 


48 


. 611 


1 . 


00 


15 , 


. 56 


a TOM 


X^ o 


r* 

\^ 


VAT. 

V AXJ 


A 




21 . 


. 676 


10 


. 974 


49 


. 764 


1 . 


00 


9 , 


. 70 




1 94. 
X ^ 'z 


o 


VAT. 

V AXJ 


p^ 


fin 


22 


. 300 


10 


. 636 


50 


. 742 


1 . 


00 


11 , 


.46 


ATOM 


1 9 R 
A, ^ Zj 




VAIj 


A 


60 


22 


.44 7 


10 


. 666 


47 


. 399 


1 , 


00 


17 . 


. 14 


ATOM 


1 9 

X ^ Q 


CGI 


VALi 


p^ 


60 


22 . 


. 985 


11 


. 395 


46 


. 174 


1 . 


00 


16 


.49 




1 9 *? 

X ^ / 


CG2 


VALi 


p^ 


6 0 


23 . 


.379 


9 


.4 71 


47 


. 73 9 


1 . 


60 


13 . 


.46 


ATOM 


128 


N 


LEU 


p^ 


61 


20 . 


.380 


10 


. 78 0 


49 


. 637 


1 . 


00 


12 . 


. 17 


ATOM 


12 9 


CA 


LEU 


p^ 


61 


1 9 


. 609 


10 


.070 


50 


. 642 


1 . 


00 


19 


. 00 


ATOM 


X J u 


o 


LEU 


p^ 


61 


2 0 


,217 


8 


. 665 


50 


. 711 


1 . 


00 


21 


, 44 


ATOM 

A X \Jl'l 


XO X 


o 


LEU 


A 


61 


20 , 


. 570 


8 


. 091 


49 


. 680 


1 . 


00 


24 


.40 


ATOM 


1 T 9 

X J ^ 




T.T?TT 


A 

A 


V X 


18 


. 130 


9 


. 991 


50 


. 207 


1 , 


00 


17 


. 94 


ATOM 


X J o 


oo 


T.PTT 


A 


O X 


17 


. 263 


11 


. 258 


50 


. 276 


1 . 


00 


16 


. 60 


ATOM 


X J 


OTil 




A 
A 


fi 1 

D X 


1 fi 

X o . 


nn9 


1 1 


0 52 


4 9 


.448 


1 , 


00 


13 


. 63 


ATOM 


X -5 O 


on 9 


T.PTT 


A 
A 


fil 
O X 


16 


, 908 


11 


.606 


51 


. 74 0 


1 , 


00 


16 


. 01 


ATOM 


X O o 


IM 


T .VQ 

Xj X O 


A 
A 


fi9 


2 0 


.357 


Q 


.12 7 


51 


.917 


1 . 


00 


23 


. 01 


ATOM 


Xj / 


OA 
^A 


T.VQ 
Xj X O 


A 
A 


o ^ 


9 n 


, 17 3 X 


0 


t 0 \J 0 


52 


133 


1 , 


60 


21 


. 23 


ATOM 


X O O 




T.VQ 
Xj X O 


A 

A 




9 n 


.42 0 


c: 

3 


.611 


51 


.3 34 


1 , 


00 


19 


. 20 


ATOM 


X J 17 




T.VQ 
Xj 1 O 


A 
A 


fi 9 


9 1 

^ X ' 


1 "^4 

■ XO ft 


4 


.627 


51 


.177 


1 ^ 


00 


17 


. 05 


ATOM 


X4 u 


OR 


T.VQ 


A 
A 


fi9 


9 n 


Q9fi 
• 7^0 


c 
0 


4 71 

« ft / X 


30 


. 627 


1 ^ 


00 


22 


. 99 


ATOM 


1 41 
Xrc X 


on 


T.VQ 
Xj X O 


A 
A 






• uo / 


7 


1 T7 

. X 0 r 


54 


, 381 


1 , 


00 


21 


. 04 


ATOM 


14 9 
Xfi ^ 


OTi 


T VQ 
Xj X o 


A 
A 


fi9 


9 1 

^ X 


. / ft 0 


7 


. 287 


55 


. 857 


1 ^ 


00 


23 


. 25 


ATOM 


1 4 '5 
X J 


OT 


T.VQ 
Xj X o 


A 
A 


fi 9 


22 


.916 


0 
0 


.0 06 


56 


.53 9 


1 . 


0 0 


23 


. 94 


ATOM 


14 4 
X *± *i 


IN £J 


T VQ 
Xj X o 


A 
A 


fi9 


22 


.712 


3 


217 


58 


.0 05 


1 ^ 


0 0 


20 


. 22 


Z^TOM 
M. X \Ji'l 


1 4 R 
X r± 3 


IN 


APO 


A 
A 


o o 


19 


. 167 


3 




50 


.877 


1 ^ 


0 0 


17 


. 63 


ATOM 


1 4 
Xl O 


OA 
^A 


ARO 


A 
A 


o ^ 


18 


.548 


4 


. 610 


50 


. 083 


1 ^ 


00 


17 


. 67 


ATOM 


1 4. 7 
X^ / 


r* 
\^ 


ARO 


A 
A 




19 


.300 


4 


. 3 04 


48 


. 780 


1 , 


00 


20 


. 60 


ATOM 


1 4 ft 
X** O 


r\ 
\J 


APO 


A 

A 


O J 


19 


.006 


•a 
0 


. 2 88 


48 


. 146 


1 ^ 


00 


25 


. 79 


ATOM 


1 4 Q 
Xli 7 


OR 


APO 


A 

A 


O J 


17 


.097 


4 


. 968 


49 


. 745 


1 , 


00 


13 


. 35 


ATOM 


X O VJ 


oo 


ARG 


P^ 


63 


16 


.953 


g 


.318 


49 


. 069 


1 . 


00 


11 


.45 


ATOM 


1 m 

X 3 X 


on 


ARG 


P^ 


63 


15 


. 512 


g 


. 74 0 


48 


. 897 


1 . 


00 


7 


. 72 


ATOM 


1 R9 

X 3 ^ 


NE 


ARG 


P^ 


63 


14 


. 811 


5 


. 8 84 


47 


. 963 


1 . 


00 


6 


. 68 


ATOM 


X 3 J 




ARG 


P^ 


63 


13 


.529 


5 


.005 


47 


.671 


1 . 


00 


7 


. 81 


ATOM 


1 R4 

X 3 *x 


IM nx 


ARG 


P^ 


63 


12 


. 801 




.944 


48 


.229 


1 . 


00 


13 


. 19 


ATOM 


X 3 3 


MW9 


APO 


A 

A 


OO 


12:949 


5 


, 152 


46 


. 851 


1 . 


00 


13 


. 87 


ATOM 


X 3 O 


"NT 
XN 


TVP 


A 

A 


o^ 


20 


.246 


3 


. 173 


48 


. 385 


1 , 


00 


21 


. 13 


ATOM 


1 ^'7 

X 3 / 


OA 
\_A 


TVP 

X X 


p^ 


fi4. 
o^ 


21 


.052 


5 


. 010 


47 


. 167 


1 , 


. 00 


16 


.30 


ATOM 


1 c^R 

X 3 O 


o 


TVP 

X X X\. 


p^ 


fi4 
o*± 


22 


.460 


4 


. 551 


47 


. 539 


1 , 


, 00 


17 


. 65 


ATOM 


1 Q 

X 3 17 


\J 


TVP 
X I Xv 


A 
A 


fi4 
O ft 


23 


. 174 


c 
3 


215 


4 8 




1 . 


00 


19 


. 10 


ATOM 
A X yji*! 


J-0\J 


OR 


TVP 
X X rC 


A 
A 


fi4 


21 


. 081 


D 


313 


4 6 


.3 78 


1 , 


. 00 


12 


. 3 0 


ATOM 
A X \Ji*l 


1^1 

XO X 


OO 


TVP 
X X I\. 


A 
A 


fi4 
D fx 


19 


.691 


0 


.834 


46 


.0 90 


1 ^ 


0 0 


7 


. 10 


Aivjn 


T C 9 

xo^ 




•T*VD 




4 


18 


.815 


0 


11*^ 

. X X 0 


4 c; 
ft 3 


9 R 1 
. ^ 0 X 


1 


0 0 




87 


ATOM 


163 


CD2 


TYR 


A 


64 


19 


.235 


8 


. 040 


46 


.643 


1 . 


.00 


5 


.16 


ATOM 


164 


CEl 


TYR 


A 


64 


17 


.521 


6 


.572 


45 


.031 


1 . 


.00 


2 


.99 


ATOM 


165 


CE2 


TYR 


A 


64 


17 


.932 


8 


.507 


46 


.391 


1. 


.00 


3 


.57 


ATOM 


166 


CZ 


TYR 


A 


64 


17 


.079 


7 


.767 


45 


.584 


1. 


.00 


5 


.43 


ATOM 


167 


OH 


TYR 


A 


64 


15 


.773 


8 


.195 


45 


.320 


1. 


.00 


6 


.01 


ATOM 


168 


N 


GLN 


A 


65 


22 


.820 


3 


.364 


47 


.064 


1 . 


. 00 


20 


.73 


ATOM 


169 


CA 


GLN 


A 


65 


24 


. 095 


2 


.737 


47 


.370 


1 . 


. 00 


18 


.99 


ATOM 


170 


C 


GLN 


A 


65 


24 


. 882 


2 


.428 


46 


.124 


1 , 


. 00 


19 


.39 


ATOM 


171 


O 


GLN 


A 


65 


24 


.353 


2 


.438 


45 


.037 


1. 


. 00 


23 


.28 


ATOM 


172 


CB 


GLN 


A 


65 


23 


.824 


1 


.442 


48 


.110 


1, 


.00 


23 


.17 


ATOM 


173 


CO 


GLN 


A 


65 


22 


.951 


1 


.663 


49 


.337 


1, 


.00 


26 


.90 


ATOM 


174 


CD 


GLN 


A 


65 


21 


.666 


0 


.843 


49 


.324 


1, 


.00 


33 


.61 



50/150 



10/501002 



FIG. 2D 



ATOM 


175 


OEl 


GLN 


A 


65 


20 . 


649 


1 . 


243 


48 . 


714 


1 . 


00 


37 . 


34 


ATOM 


176 


NE2 


GLN 




65 


21 . 


690 


-0 . 


306 


50 . 


016 


1 . 


00 


29 . 


61 


ATOM 


177 


N 


ASN 




66 


26 . 


155 


2 . 


. 131 


46 . 


303 


1 . 


00 


20 . 


73 


ATOM 


178 


CA 


ASN 




66 


27 . 


040 


1 . 


837 


45 . 


205 


1 . 


00 


22 . 


18 


ATOM 


179 




ASN 




66 


26 . 


912 


2 . 


, 829 


44 . 


044 


1 . 


00 


23 . 


64 


ATOM 


180 


0 


ASN 




66 


26 . 


592 


2 , 


, 442 


42 . 


915 


1 . 


00 


21 . 


80 


ATOM 


181 


CB 


ASN 




66 


26 . 


807 


0 . 


423 


44 . 


711 


1 . 


00 


23 . 


36 


ATOM 


182 


CG 


ASN 




66 


28 . 


104 


- 0 , 


320 


44 . 


4 54 


1 . 


00 


23 . 


74 


ATOM 


183 


ODl 


ASN 




66 


28 . 


102 


- 1 . 


. 548 


44 . 


360 


1 . 


00 


30 . 


68 


ATOM 


184 


ND2 


ASN 




66 


29 . 


217 


0 . 


.400 


44 . 


365 


1 . 


00 


19 . 


97 


ATOM 


185 


N 


LEU 




67 


27 . 


195 


4 , 


. 105 


44 . 


329 


1 . 


00 


26 . 


13 


ATOM 


186 


CA 


LEU 




67 


27 . 


, 125 


5 . 


. 169 


43 . 


321 


1 . 


00 


26 . 


96 


ATOM 


187 




LEU 




67 


2 8 . 


. 303 


5 . 


. 048 


42 . 


370 


1 . 


00 


27 . 


05 


ATOM 


18 8 


o 


LEU 




67 


29 , 


, 454 


4 . 


, 966 


42 . 


806 


1 . 


00 


23 . 


63 


ATOM 


189 


CB 


LEU 




67 


27 . 


, 167 


6 . 


. 560 


43 . 


963 


1 . 


00 


27 . 


02 


ATOM 


190 


CG 


LEU 


A 


67 


26 . 


, 214 


6 . 


► 979 


45 . 


083 


1 . 


00 


26 . 


97 


ATOM 


191 


CDl 


LEU 


A 


67 


25 . 


, 953 


8 . 


.482 


44 . 


896 


1 . 


00 


23 . 


30 


ATOM 


192 


CD2 


LEU 


A 


67 


24 . 


. 905 


6 . 


. 196 


45 . 


058 


1 . 


00 


22 . 


27 


ATOM 


193 


N 


LYS 


A 


68 


28 , 


. 012 


5 . 


. 049 


41 . 


075 


1 . 


. 00 


27 . 


57 


ATOM 


1 94 


CA 


LYS 


A 


68 


29 . 


. 052 


4 , 


. 935 


40 . 


063 


1 . 


, 00 


27 . 


90 


ATOM 


195 




LYS 


A 


68 


28 , 


, 769 


6 


. 004 


39 . 


015 


1 . 


, 00 


26 . 


, 86 


ATOM 


196 


o 


LYS 


A 


68 


27 . 


. 63 1 


6 


. 206 


38 . 


628 


1 , 


, 00 


29 . 


, 53 




X _7 / 




LYS 


A 


68 


29 . 


. 002 


3 


. 532 


39 . 


445 


1 . 


. 00 


31 . 


. 18 


ATOM 


198 


CG 


LYS 


A 


68 


30 . 


. 135 


3 , 


. 254 


38 . 


466 


1 . 


. 00 


41 , 


. 51 


A "POM 


X J7 7 


or> 

^Xi/ 


T.VQ 
xj X o 


A. 


^fl 
o o 


30 . 


. 117 


1 


,819 


37 . 


930 


1 . 


. 00 


45 , 


, 53 


ATOM 


^ l./ 


CE 


LYS 


A 


68 


31 . 


. 469 


1 


.443 


37 . 


.291 


1 . 


, 00 


48 . 


, 89 


ATOM 


^ U X 




J-l X o 


A 


V o 


3 1 


. 615 


- 0 


. 040 


37 . 


036 


1 , 


. 00 


50 . 


. 37 


ATOM 


9 0 9 


In 


PRO 


A 


6 9 


2 9 


. 804 


6 


.701 


38 . 


53 9 


1 . 


. 00 


27 . 


. 17 


ATOM 


2 03 


CA 


PRO 


A 


69 


29 . 


. 622 


7 


. 756 


37 . 


, 532 


1 . 


, 00 


26 . 


. 52 


ATOM 


204 




PRO 


A 


69 


2 9 


. 270 


7 


.270 


36 , 


140 


1 . 


. 00 


25 . 


. 11 


ATOM 


9 n ^ 




PRO 


A 


69 


29 


.877 


6 


.33 6 


35 . 


617 


1 . 


► 00 


25 . 


. 86 


ATOM 


90fi 
^ w o 


CB 


PRO 


A 


69 


3 0 . 


. 989 


8 


.443 


37 , 


, 511 


1 . 


. 00 


26 . 


. 89 


ATOM 


9 0*7 


Of; 


PRO 


A 


69 


3 1 


, 938 


7 


. 293 


37 . 


, 725 


1 , 


. 00 


28 . 


. 83 


ATOM 


208 


CD 


PRO 


A 


69 


31 . 


. 231 


6 


. 524 


38 . 


, 863 


1 , 


. 00 


28 . 


. 51 


ATOM 


209 


N 


ILE 


A 


70 


28 . 


. 259 


7 


. 899 


35 . 


, 556 


1 , 


. 00 


24 , 


. 95 


ATOM 


210 


CA 


ILE 


A 


70 


27 


. 845 


7 


. 586 


34 , 


. 202 


1 


. 00 


25 , 


. 17 


ATOM 


211 




ILE 


A 


70 


27 


. 63 9 


8 


. 877 


33 . 


, 415 


1 


. 00 


26 


. 56 


ATOM 


212 


o 


ILE 


A 


70 


28 


. 656 


9 


. 620 


33 , 


, 256 


1 , 


. 00 


26 . 


. 71 


ATOM 


9 1 

^ X ^ 


CB 


ILE 


A 


7 0 


26 


. 571 




. 732 


34 . 


, 181 


1 . 


. 00 


26 


. 02 


ATOM 


2 14 


CGI 


ILE 


A 


70 


25 


.377 


7 


. 530 


34 . 


. 653 


1 


. 00 


24 


. 95 


ATOM 


91 R 

^ X «3 


OG2 


ILE 


A 


70 


26 


. 747 


5 


. 528 


35 . 


. 114 


1 


. 00 


32 


. 72 


ATOM 


91 

^ X o 


CDl 


ILE 


A 


70 


24 


. 131 


6 


. 680 


34 . 


. 823 


1 


. 00 


26 


. 64 


ATOM 


91 7 

^ X r 


IM 


VJXJ X 


A 


7"? 
/ o 


29 


. 035 


15 


. 317 


33 . 


. 639 


1 


. 00 


45 


. 08 


ATOM 


9 1 R 
^ X o 


OA 


GLY 


A 


73 


28 


, 781 


16 


. 123 


32 . 


. 424 


1 


. 00 


45 


. 96 


ATOM 


9 1 Q 

^ X J7 




GLY 


A 


73 


28 


. 701 


17 


. 625 


32 , 


. 656 


1 


. 00 


47 


. 11 


ATOM 


22 0 




GLY 


A 


73 


28 


. 688 


18 


. 097 


33 , 


. 804 


1 


. 00 


47 


.57 


ATOM 


9 9 1 


"M 
IM 


ALA 


A 


74 


28 


. 619 


18 


.3 59 


3 1 , 


. 544 


1 


. 00 


46 


. 79 


ATOM 


222 


CA 


ALA 


A 


74 


28 


.545 


19 


.825 


31 . 


.525 


1 


.00 


45 


.55 


ATOM 


223 


C 


ALA 


A 


74 


27 


.288 


20 


.405 


32 , 


.169 


1 


.00 


44 


.71 


ATOM 


224 


O 


ALA 


A 


74 


27 


.337 


21 


.484 


32, 


.763 


1 


.00 


44 


.95 


ATOM 


225 


CB 


ALA 


A 


74 


28 


.685 


20 


.340 


30 


.092 


1 


.00 


46 


.21 


ATOM 


226 


N 


GLN 


A 


75 


26 


.154 


19 


.721 


32 


.031 


1 


.00 


42 


.77 


ATOM 


227 


CA 


GLN 


A 


75 


24 


. 920 


20 


.209 


32 


. 648 


1 


.00 


42 


.40 


ATOM 


228 


C 


GLN 


A 


75 


24 


. 456 


19 


.391 


33 


.880 


1 


.00 


40 


.14 


ATOM 


229 


O 


GLN 


A 


75 


23 


.268 


19 


.350 


34 


.229 


1 


. 00 


41 


.54 


ATOM 


230 


CB 


GLN 


A 


75 


23 


.819 


20 


.353 


31 


.596 


1 


. 00 


41 


. 18 


ATOM 


231 


CG 


GLN 


A 


75 


23 


. 758 


19 


.231 


30 


.590 


1 


. 00 


42 


.08 


ATOM 


232 


CD 


GLN 


A 


75 


22 


.721 


18 


.190 


30 


.950 


1 


.00 


44 


.75 


ATOM 


233 


OEl 


GLN 


A 


75 


23 


.036 


17 


.003 


31 


.044 


1 


.00 


46 


.19 



51/150 



FIG. 2E 



ATOM 


^ J 1 


NE2 






75 


21 . 


472 


18 . 


. 630 


31 . 


148 


1 . 


00 


43 . 


10 


TV TOM 


9 R 






A 


i o 


25 . 


427 


18 , 


, 818 


34 . 


585 


1 . 


00 


36 . 


77 


TV TOM 


^jO 


V^A 


V7Xl X 


A 
e\ 


/ o 


2 5 . 


122 


18 . 


,032 


35 . 


756 


1 . 


00 


32 . 


12 


TV TOM 


9 "7 


o 
v_ 


OT.V 
wXj X 


A 


7fi 


2 5 . 


867 


16 . 


.726 


3 5 . 


649 


1 . 


00 


29 . 


10 


ATOM 


^ J O 


o 
\J 


OT.V 
OXj X 


A 
A 


/ D 


2 6 . 


264 


16 


. 315 


34 . 


568 


1 . 


00 


28 . 


74 


ATOM 




IM 


X IjCi 


A 
t\ 


77 


26 . 


126 


16 , 


. 107 


36 . 


791 


1 . 


, 00 


29 . 


23 


A TOM 


^*x\J 


\-A 


TT.T? 
XXjCi 


A 
A 




z o • 


826 


14 


► 831 


3 6 . 


830 


1 . 


, 00 


26 . 


79 


ATOM 


ji'k J. 




TT.TT 
XXiCi 


A 
A 




z ^ • 




13 


. 741 


3 7 . 


052 


3_ . 


, 00 


23 . 


44 


ATOM 


^ rx ^ 


o 


TT.P 
X 1 tPi 




77 


24 . 


843 


13 . 


. 928 


37 . 


808 


1 , 


, 00 


22 . 


33 


ATOM 


Oil 


OR 


X LiIL 


A 
A 


77 


2 7 . 


894 


14 


. 7 97 


37 . 


949 


1 . 


. 00 


28 . 


, 83 


ATOM 




v^ox 


TT.TI' 
X 1 Jtli 


A 
A 


7 7 


2 8 


43 8 


16 


.221 


38 . 


24 6 


1 . 


. 00 


30 . 


, 10 


ATOM 




ono 


X XiIZj 


A 




2 8 . 


991 


13 


. 796 


3 7 . 


571 


1 , 


. 00 


23 . 


, 11 


..ATOM 


O A (^ 
^ 1 o 


om 


X XiHi 


A 


11 


2 8 . 


853 


17 


.081 


3 7 . 


009 


1 ^ 


.00 


30 . 


30 


ATOM 


O Al 


KT 


Vi-iXi 


A 
e\ 


/ o 


2 5 , 


932 


12 


. 632 


3 6 . 


335 


1 , 


. 00 


20 . 


, 94 


ATOM 


O A 


^A 


\72iT. 
V AXj 


A 
A 


f o 


04. 
z *± • 


1 17 O Z 


X J. ' 


• 3 .3 *± 


3 6 . 


467 


1 , 


, 00 


19 . 


, 24 


ATOM 


O A Q 
Z ft ^ 


r» 


V2XT. 
VAJ-i 


A 
A 


/ o 


Z 3 • 


1 O / X 


10 


> o ^ o 


3 7 . 


115 


1 , 


. 00 


17 . 


,37 


A TOM 


*? n 

Z 3 u 


r\ 
\J 


V AlJ 


A 

A 


•7R 
/ o 


z o • 


ft R1 


10 


. 069 


36 . 


884 


1 , 


. 00 


14 . 


. 75 


A TOM 


2; D X 




V Ai-i 


A 
A 


/ O 


24 


RO 

> O «7 Z 


11 


.159 


35 . 


osaP 


1 , 


. 00 


18 . 


. 14 


A "POM 


O O 


om 


V AXi 


A 
A 


1 


0 


1 "5 Q 

. X J 7 


1 0 


.244 


3 5 , 


275 


1 


. 0 0 


19 . 


. 05 


ATOM 


O c; 


ooo 


V AXj 


A 
A 


/ o 


23 


926 


12 


.422 


34 . 


3 57 


1 , 


. 00 


19 , 


. 83 


ATOM 


^ O ft 


IN 


OVQ 


A 


1 Q 


24 


922 


9 


.618 


3 7 . 


954 


1 


. 0 0 


16 . 


. 64 


ATOM 


O 


OA 
\-A 


ovc 

U X O 


A 
A 


"7 Q 


0 

Z 3 . 


Al 1 


o 
o 


. 'x O ^ 


ft 

J o . 


,6 81 




. 0 0 


16 . 


. 84 


ATOM 
n 1 KJPl 


*? 

^ O O 


r* 
V- 


OYQ 


A 
A 


TQ 
/ ^ 


24 . 


441 


7 


. 3 14 


3 8 . 


.618 


1 


. 00 


14 . 


.35 


a TOM 




o 
\J 


OVQ 


A 
A 


•70 


O 

z . 


0 1 

. Z X 


1 


• 3 X o 


O < 


ft 


1 


. 00 


15 . 


, 11 


ATOM 


O Q 
^ D O 




OVQ 


A 
A 


•7 Q 


o ^ 

Z3 > 


. Ort .3 


Q 

o 


• / o u 


40 


, 166 


1 


. 00 


16 . 


. 44 


A TOM 


O tZ Q 
3 i7 




\^ X o 


A 
A 


'7Q 


0 7 
z / < 


1 J O Q 


Q 


. 176 


4 0 . 


. 532 


1 


. 00 


30 . 


. 72 


A Tr^M 


4!S D U 


KT 
In 


AXiA 


A 
A 


O V 


Z < 


Qft 7 

> 70 / 


C 

o 


.108 


o o . 


571 


1 


, 00 


14 , 


. 50 


ATOM 


^ O X 


oa 


AXjA 


A 
A 


ft n 


24 


177 


4 


.900 


3 8 . 


.582 


1 


. 00 


17 , 


. 43 


ATOM 


o o 
z o ^ 




AX«A 


A 

A 


ft n 


24 


. -L O V 


4 


. 52 0 


40 . 


. 0 66 




. 0 0 


15 


. 98 


ATOM 


Z D J 


o 


. AT A 
AXrA 


A 
A 


o u 


0 

z ^ , 


10 0 
. X z z 


A 


. /ox 


4 n 


7 95 




. 00 


16 


. 01 


ATOM 


OCA 
z o 




AT. A 
A 1 1 A 


A 
A 


ft n 


24 


RA Q 

> O ^ «7 


3 


. 795 


37 , 


, 763 


1 


. 00 


14 . 


. 56 


ATOM 


zoo 


KT 


AT A 
AXxA 


A 
A 


ft 1 

O X 


0 7 

Z <3 • 


n*^ ft 

t U .J o 


•a 


. 966 


40 


. 527 


1 


, 00 


16 . 


. 06 


ATOM 


o cc 
Zoo 


I^A 


AT. A 
AXiA 


A 
A 


ft 1 

O X 


0 0 
z z < 


• 7 o z 




R7*^ 
• 3 / .3 


41 , 


. 920 




. 00 


15 , 


, 59 


ATOM 


z o / 


V_ 


AT. A 
AXjA 


A 
A 


ft 1 

O X 


0 1 

Z X 1 


ft C 

. O 3 Q 


0 
z 


• O 7 


42 


, 147 


1 


. 00 


15 . 


. 48 


A TOM 


o c o 
zoo 


o 


AT .A 


A 


ft 1 

O X 


0 n 


Q1 A 


2 


. 4 98 


41 . 


. 3 23 


1 


. 00 


15 . 


. 11 


ATOM 


O Q 

Z O 17 




AT. A 


A 


ft 1 

O X 


22 


. 113 


4 


. 7 91 


42 


. 814 


1 


. 00 


12 


. 88 


A TOM 


0*7 0 

z / u 


KT 
IN 


TVP 

X X K, 


A 
A 


ft o 
o z 


0 1 

Z X . 


■ -7 Z O 




» y ^ .J 


43 


2 97 




. 00 


18 


. 71 


TV TOM 


O '7 1 
Z / X 


OA 
A 


TVP 
X X iv 


A 
A 


ft o 
o z 


0 n 

Z \J . 


. -7 O V 


0 


. 961 


43 


.7 65 


1 


. 00 


16 


. 44 


ATOM 


o o 
z / z 




TVO 
1 X I\. 


A 
A 


ft 0 

o z 


0 n 

Z U . 


• V/ X o 


T 
X 


. I? 17 O 


4 4 


. 823 




. 00 


14 


. 14 


ATOM 


0*7*5 
Z f ^ 


o 
\J 


TVP 
X X £x 


A 

A 


ft 0 
O z 


0 n 

Z \J 1 


il 7fi 


2 


. 14 0 


45 


. 8 00 


1 


. 00 


14 


. 37 


ATOM 


OTA 


oia 


TVD 
X XK 


A 
A 


ft o 
o z 


0 1 

Z X . 


• Ol X 




07*5 
• z / o 


44 


R4 




. 00 


15 


. 08 


ATOM 


O "7 
Z / D 


oo 


TVP 
1 XK 


A 

A 


ft o 
oz 


O O 

Z \J < 


• O 7 u 


X 


0 

• Z Z7 3 


4 ^ 


0 01 

• \J \J J. 


1 


. 00 


16 


. 38 


ATOM 


O "7 <^ 
Z / O 


om 


TVP 
X XK 


A 

A 


ft o 
oz 


1 Q 

X 7 . 


#;i 7 
.ox/ 


X 


• / OZ 


44 


288 




. 00 


13 


. 31 


A TOM 

Al UM 


Z / / 


OT^O 
v_JJZ 


TVP 

X X K 


A 
A 


oz 


o n 
z u 


ft n Q 

. O U j7 


- 1 

X 


RQO 
. D ^ Z 


4 *^ 
•4 O 


t^O 

. J 3 Z 


X 




14 


. 3 8 


A TOM 
Ai UJYl 


O "7 Q 
Z / O 


OTTT 
CiIjX 


TVP 

X X K 


A 

A 


ft o 
o z 


1 ft 

X o 


ft 4 

. D O *4 


z 


^ Q7 

. O J7 / 


4 4 


. J7 J 


2_ 


. 00 


16 


. 69 


A TOM 

A± UIVl 


O T Q 
Z / 17 


OT?0 


TVP 
X X K 


A 
A 


ft o 
o z 


1 Q 

X y . 


ft 7 
.00/ 


z 


4 nft 

• *x U O 


4 

*± o 


Q 7*^ 




. 00 


9 


. 96 


A TOM 

ATOM 


o o r\ 
Z o U 


O "7 


TVP 
i XK 


A 
A 


ft o 
o Z 


1 ft 

X O 


ft n Q 

. O VJ J7 


z 


ft Q 1 

. O i7 X 


4 ^; 


0 c; "5 

. Z 3 J 


X 


no 

.WW 


1 T 

X X 




ATOM 


281 


OH 


TYR 


A 


82 


17 


. 791 


-3 


,550 


46 


.886 


1 


.00 


10 


.41 


ATOM 


282 


N 


ASP 


A 


83 


18 


.713 


1 


.517 


44 


.623 


1 


.00 


15 


.81 


ATOM 


283 


CA 


ASP 


A 


83 


17 


.777 


2 


.073 


45 


.567 


1 


.00 


15 


.84 


ATOM 


284 


C 


ASP 


A 


83 


17 


.200 


0 


.958 


46 


.418 


1 


.00 


16 


.76 


ATOM 


285 


O 


ASP 


A 


83 


16 


.277 


0 


.256 


46 


.004 


1 


.00 


13 


.18 


ATOM 


286 


CB 


ASP 


A 


83 


16 


.647 


2 


.802 


44 


.838 


1 


.00 


17 


.74 


ATOM 


287 


CG 


ASP 


A 


83 


15 


.647 


3 


.428 


45 


.786 


1 


.00 


19 


. 13 


ATOM 


288 


ODl 


ASP 


A 


83 


14 


.588 


3 


.863 


45 


.315 


1 


.00 


22 


. 66 


ATOM 


289 


OD2 


ASP 


A 


83 


15 


. 914 


3 


.500 


46 


. 997 


1 


. 00 


23 


.77 


ATOM 


290 


N 


ALA 


A 


84 


17 


. 697 


0 


. 876 


47 


.645 


1 


.00 


16 


.89 


ATOM 


291 


CA 


ALA 


A 


84 


17 


.280 


-0 


. 126 


48 


.609 


1 


.00 


14 


.73 


ATOM 


292 


C 


ALA 


A 


84 


15 


.804 


-0 


.079 


48 


.879 


1 


.00 


13 


.83 



52/150 



FIG. 2F 



TV Ti^M 

ALUM 


O Q O 
^ 7 J 


r\ 
U 


ALtA 


A 

A 


Ax Url 






ALiA 


A 

A 


ATOM 


o o c 


TVT 


V AJj 


A 


ATOM 


O Q ^ 

2 9 6 


/^TV 

CA 


T 7A T 


A 


ATOM 


O Q T 


/-I 


T7A T 


A 


ATOM 


O Q D 


U 


TTA T 
ViVLl 


A 


ATOM 


O O Q 


L,D 


T7A T 

y/ALt 


TV 

A 


ATOM 


O A 


Cul 


T7A T 
VAJj 


TV 


ATOM 


301 




T7A T 

VAJj 


TV 

A 


ATOM 


T r» o 


TvT 


T OTT 


A 

A 


ATOM 


3 03 


CA 


T OTT 


A 

A 


ATOM 


3 04 




T CTT 


A 

A 


ATOM 


3 05 


0 


T CTT 


A 

A 


ATOM 


3 06 


CB 


T T?! T 


A 

A 


ATOM 


307 


CG 


T 'PIT 


A 

A 


ATOM 


•5 O 

308 


CDl 


T T?TT 


A 

A 


ATOM 


•5 rt Q 

309 


CD 2 


T OTT 


A 

A 


ATOM 


310 


N 


ASP 


A 


ATOM 


311 


CA 


ASP 


A 


ATOM 


312 


C 


ASP 


A 


ATOM 


313 


0 


ASP 


A 


ATOM 


314 


CB 


ASP 


A 


ATOM 


315 


CG 


ASP 


A 


ATOM 


316 


ODl 


ASP 


A 

A 


ATOM 


317 


OD2 


ASP 


A 


ATOM 


318 


N 


ARG 


A 


ATOM 


319 


CA 


ARG 


A 


ATOM 


3 2 0 


C 


ARG 


A 


ATOM 


3 21 


0 


ARG 


A 


ATOM 


32 2 


CB 


ARG 


A 


ATOM 


323 


CG 


ARG 


A 


ATOM 


324 


CD 


ARv3 


A 

A 


ATOM 


325 


NE 


ARG 


A 


ATOM 


326 


OZ 


ARG 


A 


ATOM 


327 


NHl 


A T} 


A 

A 


TV T^rWM 

ATOM 


3 2 8 


NH2 


ARG 


A 


ATOM 


32 9 


N 


ASN 


A 


ATOM 


33 0 


CA 


ASN 


A 


ATOM 


331 


C 


ASN 


A 


ATOM 


332 


O 


ASN 


A 


ATOM 


333 


CB 


ASN 


A 


ATOM 


334 


CG 


ASN 


A 


ATOM 


335 


ODl 


ASN 


A 


ATOM 


33 6 


ND2 


ASN 


A 


ATOM 


33 7 


N 


VAL 


A 


ATOM 


338 


CA 


VAIj 


A 


ATOM 


339 


C 


VAL 


A 


ATOM 


340 


O 


VAL 


A 


ATOM 


341 


CB 


VAL 


A 


ATOM 


342 


CGI 


VAL 


A 


ATOM 


343 


CG2 


VAL 


A 


ATOM 


344 


N 


ALA 


A 


ATOM 


345 


CA 


ALA 


A 


ATOM 


346 


C 


ALA 


A 


ATOM 


347 


0 


ALA 


A 


ATOM 


348 


CB 


ALA 


A 


ATOM 


349 


N 


ILE 


A 


ATOM 


350 


CA 


ILE 


A 


ATOM 


351 


C 


ILE 


A 



84 15.166 -1.115 

84 18.055 0.049 

85 15.229 1.107 
85 13.815 1.235 
85 12.962 0.722 
85 11.956 0.041 
85 13.440 2.694 
85 11.928 2.839 

85 14.186 3.165 

86 13.373 1.011 
86 12.579 0.598 
86 13.108 -0.720 
86 12.406 -1.382 
86 12.634 1.692 
86 11.450 2.248 
86 10.348 2.823 

86 12.019 3.330 

87 14.311 -1.113 
87 14.952 -2.360 
87 15.287 -2.340 
87 15.411 -3.393 
87 14.030 -3.558 
87 14.741 -4.908 
87 15.985 -4.965 

87 14.030 -5.924 

88 15.390 7I.I32 
88 15.695 -0.918 
88 17.006 -0.164 
88 17.534 0.272 
88 14.601 -0.058 
88 13.243 -0.708 
88 12.104 0.309 
88 12.189 1.086 
88 11.270 1.970 
88 10.176 2.189 

88 11.452 2.659 

89 17.584 -0.121 
89 18.799 0.635 
89 18.171 1.862 
89 17.225 1.736 
89 19.669 -0.033 
89 20.241 -1.324 
89 21.295 -1.353 

89 19.564 -2.413 

90 18.655 3.042 
90 18.138 4.317 
90 19.312 5.100 
90 20.446 4.734 
90 17.506 5.169 
90 16.307 4.488 

90 18.555 5.489 

91 19.025 6.207 
91 20.064 7.112 
91 19.824 8.402 
91 18.677 8.815 

91 19.911 7.349 

92 20.888 8.967 
92 20.811 10.215 
92 21.681 11.322 



£i Q 


mi 


1 

X • 


no 


1 R 

X 0 • 


1 6 


A Q 


872 


3^ ^ 


00 


15 . 


67 




0 JL 0 


1 

X . 


0 0 


13 


99 


ri 7 . 


on A 






13 . 


2 9 


ri / . 


7 z 0 


1 

X • 




X 7 . 


89 


*± 0 • 


142 




00 


24 . 


83 


17 • 


ODD 


X 1 




11 . 


26 


7 . 


3 J X 


1 

X • 


nn 


Q 

0 • 


7 u 


ou . 


3 7/ 


1 

X < 


nn 


Q 

7 • 


72 


*± 0 . 


D 7 0 


1 

X < 


no 


22 . 


18 


A R 


ft 


X < 


nn 


2 0 . 


84 


A R 


n n c; 

U VJ J 


T 

X . 


nn 


2 0 . 


77 


A A 


^ Q 0 


X < 


nn 


24 . 


3 7 


A A 


4 R 1 
*± 0 X 


1 

X . 


n n 


9 n 

z u • 


J X 


A "X 


. 00 / 


X . 


n n 


X 0 . 


R^ 


AA 


^A^ 


X . 


n n 


X7 . 


7 C 


A 0 


fl 7 Q 

> oZ 7 


X . 


nn 


XZ7 . 


A A 


A ^ 


> fx Z / 


X . 


nn 


1 Q 

X 7 • 


I 3 7 


A A 


. 7 7 X 


X . 


n n 


0 A 




A "3 


A 

. ft 7D 


1 
X 


n n 


"5 "7 


Q A 

. 7*± 


A 0 


Q c: 0 


X . 


n n 


"3 n 


n 1 

. U X 


A R 


. 3 U X 


X 


n n 


0 

z 0 . 


n 

, J u 


A C 


0 0 C 
. Z Z b 


X 


n n 
. u 0 


0 n 


9 R 


A 


"3 c:'7 


X 


nn 


1 R 
X 0 • 


R R 

> 0 0 


A C 


. UDZ 


X 


nn 


0 n 

4i U . 




A 0 


. 7fl / 


X 


n n 




Q C 

• 7 D 


A T 


. 03 3 


n 
X 


n n 


OA 




A 1 


A "5 
. ft O Z 


X 


n n 


Z Z , 


9 


A 0 


4 c: 
• 0 3 


X 


nn 


9 1 
Z X < 


9 


A n 


ft R A 
• 0 0 ft 


1 

X 


n n 


z 0 • 


nc 


A n 


ft "3 '3 
» 0 .3 0 


1 

X 


n n 


■J X . 


n 

. D u 


A n 


. D 00 


X 


n n 


0 / . 


Q R 
> 7 0 


^ 7 . 


■ ft ^ D 


X 


nn 


d A 


A ^ 

> *± D 




• u xo 


X 


n n 


A n 

fr / 1 


R 


3 7 < 


A c 

. / ft D 


X 


nn 




t J / 


J 1 ■ 


R R^ 
.000 


X 


nn 
. uu 


A C 
** D . 


> 0 X 


A d 
ft U 


.ZD/ 


n 
X 


n n 
• u u 


9 1 
Z X . 


QC 

. 7 0 


A n 
ft U 


. U XD 


X 


n n 
. u u 


1 *? 

X / . 


QR 

. 7 0 


3 7 


. 3 7ft 


X 


n n 


1 '7 

X / 


C A 


3 0 


. 0 xu 


X 


n n 


1 C 
X 0 


9 '7 


30 


. 7 /D 


X 


nn 
. uu 


9 1 

Z X . 


nc 

■ UD 


3 7 


A A Q 


X 


. uu 


9 9 


1 A 
. Xft 


A n 
1 U 


. U D4 


X 


nn 
. uu 


9 A 
Z ft 


A R 
. ft 0 


3 y 


. X4Z 


X 


n n 
. u u 


9 A 
Z ft 


ft C 


3 y 


TOT 


1 
X 


. u u 


T C 

X 0 


A R 
. ft 0 


3 y 


0 n 

. 3 U3 


1 

X 


. u u 


0 
0 


1 9 


3 0 


. o2X 


X 


. U U 


/ 


Q C 


39 


.066 


1 


. 00 


6 


.68 


40 


.433 


1 


.00 


8 


.10 


41 


.040 


1 


.00 


7 


,17 


41 


.511 


1 


.00 


8 


.82 


38 


.145 


1 


.00 


10 


.32 


37 


.641 


1 


. 00 


14 


.10 


38 


.409 


1 


. 00 


10 


,46 


38 


.552 


1 


. 00 


10 


.39 


36 


. 127 


1 


.00 


11 


.77 


38 


.977 


1 


. 00 


13 


.28 


39 


.756 


1 


.00 


14 


.22 


39 


.153 


1 


.00 


10 


.61 



53/150 



FIG. 2G 



ATOM 


J J ^ 


o 


TT.F 

X ±Jd 


A 

A 




22 . 


872 


11 . 


142 


38 


. 980 


1 , 


00 


9 


. 03 


a TOM 


J ^ ^ 




TT.P 


A 




21 . 


312 


10 . 


010 


41 


. 221 


1 . 


00 


17 


. 15 


ATOM 




V- w X 


TT.F 






2 0 . 


709 


8 . 


74 2 


41 


. 84 5 


1 . 


00 


16 


. 75 


ATOM 


7 R ^ 




ILE 


A 


92 


20 . 


994 


11 . 


260 


42 


. 062 


1 . 


00 


13 . 


. 54 


ATOM 
Jr\. X V^l'l 


7 c: 
J 3 o 


om 


ILE 




92 


2 1 . 


24 0 


8 . 


459 


43 


. 256 


1 . 


00 


20 


. 93 


ATOM 




M 


LYS 




93 


21 . 


095 


12 , 


483 


38 


. 889 


1 . 


00 


14 


. 77 


ATOM 


p 

J o o 


VmA 


T.VQ 
Xj X O 


A 
A 




21 , 


851 


13 . 


604 


38 


.327 


1 , 


00 


12 


. 79 




J ^ Z7 


o 


LYS 




93 


21 , 


, 946 


14 . 


804 


39 


.309 


1 . 


00 


9 


. 97 




fin 

O D U 




T.Y^ 
Xj X o 




93 


20 . 


943 


15 . 


280 


39 


. 825 


1 . 


00 


11 


. 17 


A TOM 


J O X. 




Xj X o 


A 
A 




2 1 . 


2 03 


14 , 


056 


37 


. 019 


1 . 


00 


14 


.33 


A TOM 


J o ^ 




Xj X o 






2 1 , 


917 


15 , 


238 


36 


.389 


1 . 


00 


18 


. 76 


ATOM 


J G J 


on 


Xj X O 


A 
A 




2 1 . 


078 


15 


917 


3 5 


.332 


1 , 


00 


23 


. 53 


A TOM 


"i f^ 4. 
J D *± 




T.YQ 
Xj X O 




-7 O 


2 1 . 


054 


15 . 


110 


34 


. 067 


1 . 


00 


22 


. 04 


ATOM 


J O 13 


IN ^ 


T .VQ 
Xj X o 


A 
A 




2 0 . 


001 


15 . 


633 


33 


. 164 


1 . 


00 


28 


. 29 


A TOM 


J O O 




T.VQ 
Xj X O 


A 
A 






• X 3 *± 


X ^ • 


2 98 


3 9 


. 533 


1 . 


00 


10 


. 00 


ATOM 


JO/ 


V_A 


T.VQ 
Xj X O 


A 
A 


7^ 


^ < 


> 3 O O 


16 . 


427 


40 


. 425 


1 . 


00 


11 


. 97 


ATOM 
AX \Jn 


■5fift 
J> o o 


o 


T.VQ 
Xj X O 


A 
A 


7^ 




• 3 7 D 


17 . 


765 


39 


. 688 


1 . 


00 


13 


. 01 


ATOM 


J O !7 


o 


T.VQ 
Xj X O 


A 
A 


7*± 


24 


211 


17 . 


978 


3 8 


. 794 


1 , 


00 


8 


. 56 


ATOM 


7 "7 n 


OR 


T.VQ 
Xj X O 


A 
A 


Q4 


z *± . 


7 Rfi 
. / 3 Q 


1 6 . 


2 68 


4 1 


.106 


1 ^ 


00 


9 


, 16 


A TOM 




on 


T.VQ 
Xj X O 


A 
A 




2 5 


102 


17 . 


2 96 


42 


.205 


1 , 


00 


5 


. 83 


A TOM 


"? 7 9 


on 


T.VQ 
Xj X o 


A 
A 


Qd. 

-7 *x 


<£. O < 


621 


17 . 


217 


42 


.451 


1 ^ 


0 0 


4 


. 53 


A TOM 
AX Kjn 


-3 ^ Q 


OT? 


T.VQ 
Xj X O 


A 
A 




9 7 


> X U 27 


X o • 


14 9 


4 3 


. 574 


1 ^ 


00 


7 


. 98 


TV TOM 


J / ^ 




T.VQ 
Xj X O 


A 




9R 


, 612 


18 . 


218 


4 3 


. 640 


1 , 


00 


4 


. 59 


AX wlYl 


^ 


iN 


T TTIT 


A 

A 




^ ^ < 


> ^ O X 


1 p 

X o . 


O 33 


4 n 


077 


1 

X • 


00 


17 


. 90 


ATOM 
A± VjJXl 


J / O 


oa 


T.TTIT 


A 

A 




^ ^ < 


> 3 27 3 


9 n 


V X3 


3 27 


• 33 v 




00 


17 


. 86 


ATOM 
A J. 


"7 *? 


r* 
\- 


T.TTTT 


A 
A 


27 3 


^ .3 < 


1 RP 
> X30 


9 n 


27 3 X 


40 


.488 




00 


16 


. 55 


ATOM 
A X yJV'l 


O / O 


r\ 
w 


T.T?TT 
LiCiXJ 


A 
A 




9 9 


> 3 O O 


9 1 
X . 


*± 3 X 


41 


.449 


3^ _ 


00 


20 


. 96 


ATOM 
A X KJV'l 


"7 Q 


OR 


T.T?TT 
XjHiU 


A 
A 


27 O 


9 n 


Q9 

> 27 ^ O 


9 n 


4 86 


3 9 


.432 




00 


18 


. 23 


ATOM 
A X KJi'l 


p n 

J O V 


oo 


T .T?TT 
Xj Hi U 


A 
A 


-7 J 


9 n 


.23 8 


2 0 


4 96 


3 8 


.0 65 


1 ^ 


00 


12 


. 58 


A TOM 
A X KJVl 


J> O X 


om 


T FTT 
Xj Hi U 


A 
A 




9 n 


. J *4 27 


1 Q 

X 27 . 


122 


7 

3 / 


. 4 54 




00 


14 


. 99 


ATOM 
A X KyVi 


R 9 
J O ^ 


on9 


T.FTT 


A 
A 


•7 3 


18 


. 786 


2 0 . 


976 


38 


. 161 


X . 


00 


5 


. 98 


A TOM 
A X kJVI 


"5 P "5 
J O J 


vr 




A 
A 


7 D 


24 


► rr*± 27 


21 . 


168 


40 


.257 


1 , 


00 


17 


. 33 


A TOM 


PA 


^A 




A 
A 


27 O 


9 R 


9Rn 


9 9 


042 


41 


. 103 




00 


21 


. 25 


ATOM 
A X KJiyi 




r* 

\^ 




A 
A 


17 O 


94 


Q*^ 9 

. 273 ^ 


9 


. 3 ^ X 


40 


. 877 




00 


23 


. 71 


A TOM 
A X KJi'l 


J O O 


r\ 
\J 


QPR 


A 
A 


27 O 


9 R 

Z 3 ' 


9 4 4 


24 


0 83 


3 9 


. 811 


1 , 


00 


24 


. 71 


A TOM 
A X \Ji*l 


P 7 


OR 


QPP 


A 
A 


27 O 


9 


.73 7 


2 1 . 


817 


4 0 


. 848 


1 ^ 


. 00 


19 


. 80 


ATOM 

A X Kjnyi 


"7 R R 
J o o 


OO 


QT7T? 
O Cits. 


A 
A 


27 D 


2 7 


. 057 


2 0 


4 3 8 


40 


. 793 


1 , 


00 


25 


. 3 9 


A TOM 
A X \JVl 


7 P Q 
O D ^ 


iN 


Arc*j 


A 
A 


Q7 

27 / 


24 


RR 

. 3 3 O 


2 4 


154 


4 1 


.903 


1 ^ 


00 


24 


. 3 8 


aTOM 
A X KJVl 


'5 Q n 
J u 


O 


ZXPO 
Arcvj 


A 
A 


Q7 

27 / 


94 


nn7 


9 

^ 3 . 


. 3 D D 


4 1 


.831 




00 


24 


. 92 


ATOM 


O ^ X 


\^ 


APO 


A 
A 


Q 7 
27 / 


9 "5 


9 PP 
• ^ o o 


9 R 

^ 3 • 


77 0 


4 n 


• 3 X X 


3_ ^ 


00 


25 


. 58 


A TOM 

A X \jiyi 


"5 Q "5 


r\ 
\J 


2iPO 
ArtVj 


A 

A 


Q7 

27 f 


9 

^ 3 . 


p^1 

• O O X 


9 ^ 


"517 

> 3 X / 


"X Q 

3 27 


R7Q 

• 3/7 


3_ ^ 


00 


29 


. 24 


A TOM 


O 7 J 


OR 


ArCVj 


A 

A 


Q7 

27 / 


9 R 

^3 < 


■ ^ o u 


9 


41 n 

> rt X V 


41 
rx X 


P9Q 

• O ^ 27 




00 


22 


. 33 




O A 

J y 4 


OO 


TV D/^ 


A 
A 


Q7 

27 / 


9 


. uux 


9 


4 ^ n 

> rz O U 


4 

rt 3 


1 7fi 
. X 3 O 


X . 


00 


9*^ 

3 


0 

.3 V./ 


A T^OM 


"3 O C 

o y 3 


on 


A DO 


A 

A 


Q 7 

27 / 


9 

Z 3 


9 p n 
. ^ o u 


9 7 


.30^ 


4 4 


n R 

. U D O 


X . 


n n 

. \J u 


9*^ 

^ 3 


• D U 


ATOM 


Q Q £ 

J y D 


Dihi 


AKVj 


A 

A 


Q 7 


9 <^ 


9 9 *^ 


9 P 


n R7 

. U 3 / 


4 4 


Q9 

. 27 4^ O 


]^ 




27 


. 02 


ATOM 


"a Q T 




a DO 


A 

A 


Q 7 
27 / 


9 c; 
Z 3 


. 27 X 3 


9 Q 

^ 27 . 


n 7 9 


4 R 
*± 3 


7 1 Q 

. / X 27 


2_ 


n n 


22 


3 0 


ATOM 


398 


NHl 


A O/^ 


A 


27/ 


O /I 
z4 


. b / o 


^ 27 . 


c o c 

. 3 3 D 


3 


7 P 


X . 


► u u 


X 27 


. 27 3 


ATOM 


399 


NH2 


ARG 


A 


97 


26 


. 841 


29 . 


,561 


46 


.529 


1 . 


. 00 


29 


.55 


ATOM 


400 


N 


PRO 


A 


98 


22 


.061 


25. 


.248 


40 


.384 


1 . 


.00 


24 


.73 


ATOM 


401 


CA 


PRO 


A 


98 


21 


.325 


25. 


.409 


39 


.119 


1. 


.00 


24 


.14 


ATOM 


402 


C 


PRO 


A 


98 


20 


.880 


26 . 


.875 


38 


.814 


1. 


.00 


26 


.34 


ATOM 


403 


O 


PRO 


A 


98 


20 


.656 


27. 


.265 


37 


.645 


1. 


.00 


27 


.05 


ATOM 


404 


CB 


PRO 


A 


98 


20 


. 142 


24 . 


.450 


39 


.296 


1. 


. 00 


21 


.07 


ATOM 


405 


CG 


PRO 


A 


98 


19 


. 915 


24 . 


.461 


40 


.811 


1 . 


. 00 


20 


.34 


ATOM 


406 


CD 


PRO 


A 


98 


21 


,310 


24 . 


.439 


41 


.361 


1 , 


. 00 


20 


.62 


ATOM 


407 


N 


PHE 


A 


99 


20 


.810 


27 . 


.685 


39 


.864 


1 , 


. 00 


25 


.58 


ATOM 


408 


CA 


PHE 


A 


99 


20 


.404 


29 , 


.079 


39 


.786 


1 , 


.00 


22 


.88 


ATOM 


409 


C 


PHE 


A 


99 


21 


.628 


29, 


.978 


39 


.658 


i: 


.00 


23 


.17 


ATOM 


410 


O 


PHE 


A 


99 


21 


.511 


31, 


,186 


39 


.871 


1, 


.00 


27 


.58 



54/150 



FIG. 2H 



ATOM 


ft J. X 


OR 




a 


QQ 


1 Q 

X 7 • 


701 


29 , 


. 418 


41 


. 073 


1 , 


00 


19 . 


. 95 




ft X <c 


CCX 




a 




9 0 


410 


28 . 


882 


42 


. 262 


1 , 


00 


24 . 


.21 


ATOM 


*± X J 


om 






QQ 


19 . 


984 


27 . 


. 698 


42 


. 866 


1 . 


00 


25 . 


. 78 




ft X ft 


on9 


DMT? 


a 


Q Q 


2 1 . 


57 9 


2 9 


. 4 80 


42 


. 698 


X . 


00 


23 . 


.29 


A "POM 


AIR 
ft X 3 


*w Hi X 




A 
A 


QQ 


2 0 . 


70 8 


2 7 


. 127 


43 


. 894 


1 . 


00 


26 . 


. 74 


ATOM 


ft X O 






A 


QQ 


22 , 


319 


28 . 


. 929 


43 


. 723 


1 . 


00 


27 , 


, 03 


a TOM 


ft X f 




PHP 




QQ 


21 . 


893 


27 , 


. 736 


44 


. 320 


1 . 


00 


26 . 


. 84 


ATOM 


fx X O 


XM 


wX-LLN 




100 


22 . 


790 


29 . 


. 411 


39 


.329 


1 . 


00 


20 . 


. 86 


ATOM 


ft X J? 


oa 

^A 


GLiN 




100 


23 . 


998 


3 0 . 


, 196 


39 


. 203 


1 . 


00 


19 . 


, 24 


ATOM 


4 9 0 
ft ^ u 


0 
V_> 


GLiN 




10 0 


23 . 


933 


31 , 


. 238 


3 8 


. 081 


1 . 


00 


23 . 


.28 


ATOM 


*± ^ X 


0 


GLN 




10 0 


24 . 


64 8 


32 


. 240 


3 8 


. 123 


1 . 


00 


23 . 


. 81 


ATOM 


4 9 9 
ft ^ ^ 




OT ."NT 


A 


inn 


2 5 . 


22 8 


2 9 


.3 09 


3 9 


. 086 


1 . 


00 


16 


. 82 


ATOM 


4 9 7 
ft ^ J 


PO 


GLN 




100 


2 5 . 


3 59 


28 


. 536 


37 


. 827 


1 . 


00 


16 , 


. 73 


ATOM 


4 9 4 
ft Z ft 


on 


OT .KT 


A 
A 


inn 

X VJ u 


9 


782 


2 8 


. 575 


37 


. 334 


1 , 


00 


2 0 


. 50 


ATOM 


49 c; 


OTTI 


V7XjIM 


A 
A 


1 nn 

X u u 


9 7 


nft7 


9Q 

^ 7 I 


. 215 


36 


. 325 


1 , 


00 


29 


. 92 


A TOM 


ft ^ 0 


■NIT? 9 


VJX-U.M 


A 
r\ 


1 nn 

X V u 


27 . 


fi74 
0 / ft 


27 


. 945 


38 


. 062 


1 . 


00 


21 


.47 


A TOM 

AX \Ji*l 


4 9 "7 


VT 
iN 


aQM 

AOXN 


TV 
A 


1 ni 

X V/ X 




110 


3 0 


. 972 


37 


. 064 


1". 


00 


23 , 


. 78 


ATOM 
Ax VJrl 


4 9 A 
ft ^ 0 


oa 

V— A 


a CM 

AOXN 


A 
A 


1 m 

X w X 


99 


ft7Q 


31 


. 8 92 


35 


. 958 


1 . 


00 


18 


. 93 


A TOM 


4 9 Q 
ft Z 


\^ 


a QM 


A 
A 


1 n 1 

X U X 


9 1 
^ X • 


3 ^ / 


1 

3 X 


.586 


3 5 


. 318 


1 ^ 


00 


19 


. 15 


ATOM 
A X KjlYi 


A'XC\ 
ft J U 


r\ 
\J 


a QM 


A 
A 


1 m 

X U X 


9 n 


ft Q4 

0 -7 ft 


3 0 


576 


3 5 


. 635 


1 ^ 


00 


16 


. 93 


ATOM 
A X yJVl 


4 1 
ft J X 


OR 


a QM 


A 
A 


1 n 1 

X U X 


9 4 

^ fx « 


n 7 ft 


9 

3 ^ 


n m 

. V/ 3 X 


"^4 
3 1 


.9 81 


X . 


0 0 


19 


. 19 


A TOM 


/I 1 0 

ft ^ 4i: 




A CKT 


A 
A 


XU X 


9 4 
^ ft . 


4 n 

ft U J 


7 n 
3 u 


ft 1 9 
. 0 X z 


•^4 
3 ft 


14 c; 

. X *x 3 




n n 


19 


. 4 6 


A TOM 


4 1 "3 
ft J 


om 


a CM 


A 
A 


1 ni 

X X 


9 


330 


n 
3 w 


.2 91 


33 


.428 


1 ^ 


00 


23 


. 89 


ATOM 


A "a A 


TVTFiO 


A CM 
AO IN 


A 
A 


1 m 

XU X 


9 C^ 

Z 3 . 


7 n 


"5 n 
3 \j 


417 
■ ft X r 


74 
3 ft 


1 4 

• X ft D 


1 

X . 


00 


15 


. 74 


ATOM 


4 "3 


IN 


VjXiJM 


A 
A 


1 n 9 


9 1 
Z X ■ 


n9 9 
u z z 


9 
3 z 


<^91 
• 3 Z X 


74 

3 ft 


• 3^3 


1 

X « 


00 


21 


. 89 


ATOM 
Ax VjlYl 


4 "3 £ 
^ J D 


oa 


^^T .M 


A 

A 


1 n9 

X V ^ 


1 Q 
X 7 . 


7ni 

. / U X 


3 z 


• 3 3 0 


3 3 


. 922 




00 


23 


. 21 


ATOM 
A X \JVl 


ft J / 


0 
v. 


rST.M 
OXjXN 


A 
A 


1 n9 

X V/ ^ 


1 Q 

X 7 < 


3 J 0 


31 


, 258 


32 


. 888 


X . 


00 


22 


.40 


A TOM 
Al KJM 


4 "3 Q 
ft J 0 




OT M 


A 
A 


1 n 9 
X u ^ 


1 R 
X 0 . 


4 19 
ft X z 


n 
3 u 


ft 7 


9 
3 ^ 


.617 




0 0 


21 


, 56 


A TOM 
A X \JLu 


4 7 0 
ft J J? 


OR 


OT .TJ 


A 
A 


1 n 9 
X u ^ 


1 Q 

X 17 . 


1 Q Q 

X 7 -7 


3 3 


. 6 82 


33 


.3 61 




00 


29 


. 90 


ATOM 
AX VJlYl 


ft ft U 


00 


OT 'M 


A 
A 


1 n 9 
X u ^ 


1 Q 

X i7 . 


1 R4 
X 3 ft 


4 
3 ft 


ft n4 


4 

3 ft 


.3 90 




0 0 


3 1 


. 93 


A TOM 
A X KJV'l 


4 41 
ft ft X 


on 


OT.M 


A 
A 


1 n9 

X u ^ 


1 ft 
X 0 • 


372 


3 6 


. 001 


33 


. 894 


1 , 


00 


34 


. 84 


ATOM 
A X \jn 


44 9 
ft ft ^ 




ni.M 

OXjXN 


A 
A 


1 n9 


17 . 


1 "^9 

. XO 


3 3 


QQO 

• 7 7 V 


33 


. 899 


1 , 


00 


36 


. 18 


A TOM 
AX KJV'l 


44 


Ml? 9 


nT.M 


A 
A 


1 n9 

X 


1 Q 
x^ • 


OQO 

> u 7 u 


3 / 


040 

• W ft V/ 


3 3 


.437 


]_ , 


00 


33 


. 10 


A TOM 


4 4 4 
ft ft ft 


M 
IN 


X ni\. 


a 

A 


1 n*^ 

X u .2 


9 n 


> 0 3 ft 


3 


. 821 


32 


. 289 


1 ^ 


00 


22 


. 92 


ATOM 
A X KJVl 


44 c; 
ft ft D 


oa 


X liix. 


A 
r\ 


1 n'^ 

X \J J 


9 n 


> 3 7 X 


29 


. 745 


31 


. 312 


1 . 


00 


24 


. 22 


ATOM 

A X KjL'l 


4 4 
1 ft D 


\_ 


THP 
X nrc 


A 

n. 


1 n 

X vJ J 


9 n 


T4 9 
, 3 ft z 


28 


.4 83 


32 


. 154 


1 , 


00 


23 


. 67 


ATOM 
A X KJVl 


A An 

ft f± / 




TUP 
X flrv 


A 
A 


1 n 

X u ^ 


1 Q 

X J7 < 


277 


27 


. 882 


32 


.069 


1 , 


00 


26 


. 93 


ATOM 
A X KjL'l 


4 4 R 
ft ft 0 


OR 


T'T4P 
X iXts. 




1 n 

X U J 


2 1 


934 


29 


. 672 


30 


. 553 


1 . 


00 


27 


. 86 


ATOM 
A X KJl*! 


4 4 Q 
ft ft 17 


00 1 


TUP 


A 
A 


1 n '3 

X U J 


9 9 


9 

> ^ 3 3 


n 
3 \j 


• 7 0 0 


9 Q 

^ 7 


Q Q4 

. 7 7ft 


1 _ 


0 0 


24 


. 55 


ATOM 


4 R n 
ft 3 u 


00 9 


TUP 


A 
A 


1 n 

X U J 


9 1 
Z X < 


ft 7 1 
> 0 / X 


9 ft 


. 622 


9 Q 
^ 7 


.427 




00 


28 


. 78 


ATOM 
Al KjV'l 


4 1 

ft 3 X 


NT 


TJT C 


A 
A 


1 n4 

X Uft 


9 1 
Z X • 


9Q9 

> Z 7 Z 


9 ft 


1 41 

. X ft X 


3 3 


024 

• V ^ ft 


1 ^ 


00 


25 


. 35 


ATOM 


A c 0 


OA 


UT G 


A 

A 


1 n4 


9 1 


1 

. X3 0 


9 7 


n n9 
• u uz 


-JO 
3 3 


Q4 7 
. 7ft / 


1 

X • 


00 


^ 3 


. 26 


ATOM 






UT C 


A 

A 


1 n4 

X Url 


1 Q 

X 7 < 


> 0 3 7 


97 


* u 0 0 


■^4 

3 fx 


fi77 




00 


20 


.46 


A TT^fJf 

AlUIVl 


/I C >1 
4 3^ 


r\ 
U 


TJ T 0 

rllo 


A 
A 


1 n 4 
X 


1 Q 


111^ 
, X X 3 


9 <^ 


11*^ 

. X X 3 


■^4 
3 ft 


. / D3 


1 

X . 


n n 


24 


. 8 9 




/ICC 
4 3 3 


OQ 




A 
A 


X Uft 


9 9 


9 '5 7 


9 7 


n 4 1 

. VJ ft X 


3 3 


n 4 4 

. U ft *« 




00 


23 


. 44 


Ax UN 


yl C £1 
ft 3 b 


00 


rlX 0 


A 
A 


X U ft 


9 


^1 9 


9 


7 nQ 
. / u 7 


4 
3 ft 


c;^^ 7 

.30/ 


1 . 


0 0 


22 


. 14 


ATOM 


457 


NDl 


HIS 


A 


104 


Z^ . 


. yx^ 


0 C 
3 


C T C 
.3X3 


3 3 


Q c n 

. 7 3 U 


X . 


n n 


9 7 


1 

.ox 


ATOM 


458 


CD2 


HIS 


A 


104 


24 . 


. 775 


27 


.388 


34 


.648 


1 . 


00 


23 


.89 


ATOM 


459 


CEl 


HIS 


A 


104 


25. 


.201 


25 


.472 


33 


.674 


1 . 


00 


21 


.83 


ATOM 


460 


NE2 


HIS 


A 


104 


25. 


.748 


26 


.597 


34 


.087 


1. 


00 


21 


.86 


ATOM 


461 


N 


ALA 


A 


105 


19. 


.506 


28 


.277 


35 


.156 


1, 


00 


18 


.99 


ATOM 


462 


CA 


ALA 


A 


105 


18. 


.295 


28 


.469 


35 


.941 


1. 


.00 


16 


.67 


ATOM 


463 


C 


ALA 


A 


105 


16 , 


. 977 


28 


.389 


35 


.226 


1. 


,00 


15 


.43 


ATOM 


464 


0 


ALA 


A 


105 


15 , 


.984 


27 


.969 


35 


.814 


1 . 


,00 


15 


.84 


ATOM 


465 


CB 


ALA 


A 


105 


18 , 


.391 


29 


.746 


36 


.724 


1 . 


, 00 


19 


.42 


ATOM 


466 


N 


LYS 


A 


106 


16 


. 923 


28 


.806 


33 


.970 


1 , 


, 00 


18 


.41 


ATOM 


467 


CA 


LYS 


A 


106 


15 


.614 


28 


.748 


33 


.312 


1 . 


, 00 


20 


.15 


ATOM 


468 


C 


LYS 


A 


106 


15, 


.360 


27 


.366 


32 


.720 


1 . 


.00 


18 


.69 


ATOM 


469 


0 


LYS 


A 


106 


14 


.232 


26 


.949 


32 


.474 


1. 


.00 


20 


.92 



55/150 



10/501002 



FIG. 21 



ATOM 


470 


CB 


LYS 


A 


106 


15 . 


590 


29 


.792 


32 . 


202 


1 . 


00 


23 , 


,44 


ATOM 


471 


CG 


LYS 


A 


106 


14 . 


173 


30 


. 098 


31 , 


717 


1 . 


00 


27 . 


.12 


ATOM 


4 72 


CD 


LYS 


A 


106 


14 . 


060 


3 1 


. 508 


31 . 


132 


1 . 


00 


33 . 


. 79 


ATOM 


4 73 


CE 


LYS 




106 


15 . 


141 


31 


. 794 


30 . 


, 0 90 


1 . 


00 


35 . 


. 65 


ATOM 


4 74 


NZ 


LYS 




106 


14 . 


827 


31 


.086 


28 . 


, 854 


1 . 


00 


35 < 


. 14 


ATOM 


475 


N 


ARG 




107 


16 . 


477 


26 


. 670 


32 , 


, 441 


1 . 


00 


19 . 


. 73 


ATOM 


476 


CA 


ARG 




107 


16 . 


392 


25 


. 293 


31 . 


, 985 


1 . 


00 


19 . 


. 95 


ATOM 


477 


Q 


ARG 




107 


16 . 


047 


24 


.354 


33 , 


, 148 


1 . 


00 


18 . 


.65 


ATOM 


478 


o 


ARG 


A 


107 


15 . 


202 


23 


.476 


33 . 


. 053 


1 . 


00 


17 . 


.46 


ATOM 


479 


CB 


ARG 


A 


107 


17 . 


754 


24 


. 918 


31 . 


.383 


1 . 


00 


22 . 


. 01 


ATOM 


480 


CG 


ARG 


A 


107 


18 . 


130 


23 


,452 


31 . 


. 608 


1 , 


00 


30 . 


. 96 


ATOM 


481 


CD 


ARG 


A 


107 


19 . 


475 


23 


. 098 


30 . 


, 938 


1 . 


00 


39 , 


. 76 


ATOM 


4 8 2 


NE 


ARG 


A 


107 


19. 


261 


22 


. 209 


29 , 


. 788 


1 . 


00 


43 , 


.62 


ATOM 


483 


CZ 


ARG 


A 


107 


2 0 . 


326 


21 


. 919 


29 , 


. 013 


1 . 


00 


45 , 


. 78 


ATOM 


484 


NHl 


ARG 


A 


107 


21 , 


516 


22 


.423 


29 . 


. 297 


1 . 


00 


43 


. 52 


ATOM 


485 


NH2 


ARG 


A 


107 


20 . 


170 


21 


. 115 


27 , 


. 957 


1 . 


00 


46 


. 85 


ATOM 


486 


N 


ALA 


A 


108 


16 . 


771 


24 


. 554 


34 . 


.265 


1 . 


00 


16 , 


.31 


ATOM 


487 


CA 


ALA 


A 


108 


16 . 


500 


23 


. 766 


35 . 


.467 


1 . 


00 


16 


. 08 


ATOM 


488 




ALA 


A 


108 


15 , 


03 6 


23 


. 886 


35 . 


. 919 


1 . 


00 


18 


.41 


ATOM 


489 


o 


AT. A 


A 


108 


14 . 


317 


22 


. 907 


36 . 


. 070 


1 . 


00 


22 


. 63 


ATOM 


4 90 


CB 


ALA 


A 


108 


17 . 


43 0 


24 


. 262 


36 . 


. 580 


1 . 


00 


14 


. 86 


a TOM 


*x j7 X 


N 


TYR 


A 


10 9 


14 . 


616 


2 5 


. 143 


36 


. 183 


1 . 


00 


16 


. 4 7 


a TOM 


*± 7 ^ 


PA 


TYR 
X X r\i 


A 


109 


13 . 


24 2 


25 


. 3 74 


36 . 


. 642 


1 , 


00 


16 


. 3 0 


ATOM 


*± 7 J 


c 


TYR 


A 


109 


12 . 


210 


24 


. 806 


35 , 


. 658 


1 . 


00 


16 


. 15 


a TOM 


*± J? ^ 


o 


TYR 


A 




11 . 


180 


24 


.2 67 


36 , 


. 041 


1 . 


00 


13 


. 54 


ATOM 




PR 


TVP 

X X JCv 


A 


X V,/ 7 


13 , 


042 


26 


. 888 


36 , 


, 802 


1 . 


00 


20 


.39 


ATOM 


rt J? o 


pn 


TVP 

X X X\. 


A 


109 


11 . 


659 


27 


. 186 


37 . 


. 284 


1 . 


00 


25 


. 65 


ATOM 


*± ^ / 


pm 


TYR 


A 


10 9 


1 1 . 


298 


26 


. 891 


3 8 


. 598 


1 . 


00 


25 


. 78 


ATOM 


*± 27 O 


CD2 


TYR 


A 


10 9 


10 . 


728 


27 


. 786 


36 


. 433 


1 . 


00 


26 


. 01 


ATOM 


4 99 


CEl 


TYR 


A 


10 9 


10 . 


021 


27 


. 191 


39 


. 057 


1 . 


00 


24 


. 75 


ATOM 




CE2 


TYR 


A 


109 


9 , 


452 


28 


, 087 


36 


. 892 


1 . 


00 


26 


. 22 


ATOM 


501 


CZ 


TYR 


A 


109 


9 , 


097 


27 


. 792 


38 


. 196 


1 . 


00 


27 


. 05 


ATOM 


502 


OH 


TYR 


A 


109 


7 , 


837 


28 


. 116 


38 , 


. 668 


1 , 


00 


28 


. 89 


ATOM 


503 


N 


ARG 


A 


110 


12 . 


540 


24 


. 995 


34 


. 370 


1 , 


00 


17 


.31 


ATOM 


504 


CA 


ARG 


A 


110 


11 . 


619 


24 


. 594 


33 


.311 


1 . 


00 


17 


.38 


ATOM 


505 




ARG 


A 


110 


11 . 


421 


23 


. 077 


33 


.279 


1 , 


00 


14 


.31 


ATOM 


506 


0 


ARG 


A 


110 


10 . 


316 


22 


. 554 


33 


. 158 


1 . 


00 


12 


. 85 


ATOM 


507 


CB 


ARG 


A 


110 


12 . 


198 


25 


. 061 


31 


. 983 


1 . 


00 


19 


. 68 


ATOM 


50 8 


CG 


ARG 


A 


110 


11 . 


223 


24 


. 875 


30 


. 835 


1 . 


00 


21 


. 51 


ATOM 


509 


CD 


ARG 


A 


110 


11 . 


719 


25 


. 527 


29 


. 547 


1 . 


00 


21 


. 69 


ATOM 


510 


NB 


ARG 


A 


110 


10 . 


778 


25 


.285 


28 


.454 


1 . 


00 


23 


. 64 


ATOM 


511 


CZ 


ARG 


A 


110 


10 . 


989 


24 


.203 


27 


. 694 


1 , 


00 


25 


. 84 


ATOM 


X 4b 


NHl 


ARG 


A 


110 


12 . 


Oil 


23 


. 397 


27 


. 947 


1 . 


00 


26 


. 19 


ATOM 


3 X. o 


NH2 


ARG 


A 


110 


10 . 


170 


23 


.951 


26 


. 677 


1 , 


00 


29 


. 07 


ATOM 


m 4 

^ X *X 


N 


GLU 


A 


111 


12 . 


559 


22 


. 3 53 


33 


. 346 


1 , 


00 


16 


.41 


ATOM 


Z7 X 


CA 


GLU 


A 


111 


12 . 


480 


2 0 


. 893 


33 


. 407 


1 , 


00 


17 


.69 


AT'OM 
Ai UlYi 


D X b 






A 

r\ 


1 T 1 
XXX 


1 1 

X X . 


O J o 




.428 


34 


. 6 02 


1 . 


00 


16 


. 80 


ATOM 


517 


0 


GLU 


A 


111 


10 . 


875 


19 


.465 


34 


.534 


1. 


00 


17 


.49 


ATOM 


518 


CB 


GLU 


A 


111 


13 . 


908 


20 


.330 


33 


.531 


1. 


00 


20 


.48 


ATOM 


519 


CG 


GLU 


A 


111 • 


14 . 


890 


20 


.946 


32 


.527 


1. 


00 


22 


.16 


ATOM 


520 


CD 


GLU 


A 


111 


14 . 


926 


20 


.113 


31 


.254 


1. 


00 


22 


.88 


ATOM 


521 


OEl 


GLU 


A 


111 


15, 


010 


18 


.896 


31 


.346 


1. 


00 


27 


.95 


ATOM 


522 


0E2 


GLU 


A 


111 


14 . 


874 


20 


.702 


30 


. 170 


1 . 


00 


22 


.77 


ATOM 


523 


N 


LEU 


A 


112 


11 . 


830 


21 


.132 


35 


. 742 


1 , 


00 


19 


.48 


ATOM 


524 


CA 


LEU 


A 


112 


11 . 


076 


20 


.784 


36 


.943 


1 . 


00 


17 


.81 


ATOM 


525 


C 


LEU 


A 


112 


9 . 


,566 


20 


.847 


36 


. 697 


1 . 


00 


16 


.62 


ATOM 


526 


0 


LEU 


A 


112 


8 . 


,833 


19 


.883 


36 


, 882 


1 . 


00 


19 


.18 


ATOM 


527 


CB 


LEU 


A 


112 


11. 


.467 


21 


.774 


38 


.053 


1. 


,00 


21 


.80 


ATOM 


528 


CG 


LEU 


A 


112 


12. 


.519 


21 


.208 


39 


.020 


1. 


,00 


22 


.71 



56/150 



10/501002 



FIG. 2 J 



ATOM 


coo 




T T?TT 


A 
n 


11"? 


1 1 

X X < 


> 0 7 0 


9 0 


7 

I 3 3 / 


40 . 


131 


1 , 


00 


25 . 


56 


ATOM 


K Q n 
O J U 


0"RO 


T T?TT 


A 

M. 


J. J.^ 


X J 4 


e4 Q 

I 3fs 17 


9 0 


797 

> 3 ^ 3 


7fl 
30. 


326 


1 . 


00 


21 . 


91 


A TOM 


Do J. 




T7 AT 


A 


T 1 7 
x X ^ 


Q 




9 9 


n4 7 

. U ft / 


7 

3 0 • 


2 8 0 


1 ^ 


0 0 


20 . 


17 


A TOM 


c; "5 
3 J ^ 


L-A 


V AIj 


A 
A 


1 1 
X X O 




ei 

. 0 3 X 


22 


,2 87 


3 6 . 


184 


X , 


0 0 


20 . 


67 


A TOM 


J J J 


r* 

L. 


V AIj 


A 
A 


1 1 

X X J 




012 


2 1 


573 


34 


9 90 


1 ^ 


00 


20 . 


99 


ATOM 




o 
U 


VAJ-i 


A 

A 


111 
X X ^ 


C 

3 > 


ft n 9 
. 0 u ^ 


9 1 

^ X • 


4 nfi 
> '3 \j 0 


74 

3*4 ■ 


^ VJ ^ 


1 ^ 


00 


21 . 


37 


ATOM 


R "3 EZ 




WAT. 
VAIj 


A 
A 


X X J 


7 . 


41 7 

1 ft X / 


4i 3 • 


7Q9 


3 0 • 


067 


1 , 


00 


22 . 


4 1 


A TOM 






V AXj 


A 
A 


XX J 


7 


Q1 ft 

1 7 X 0 


94 
^ ft . 


4 Q7 


•?7 

3 # • 


324 


1 ^ 


00 


25 . 


86 


ATOM 


DO / 




VAJj 


A 
A 


X X^ 


Q 

O < 


1 ee 

I X 3 3 


94 


74n 

. 3 ft U 


34 . 


857 


2. , 


00 


27 . 


52 


A TOM 


Q 

3 J O 


JN 


T TTTT 


A 

A 


X Xri 


7 


ft 9 7 


2 1 


155 


34 . 


02 5 


X ^ 


00 


21 . 


23 


A TOM 


c; T Q 

D J y 


oa 

L-A 


T ITTT 


A 
A 


114 
X X *± 


n 

/ . 


n 

. 3 u ^ 


9 n 


.4 68 


7 9 

3 ^ « 


852 


1 ^ 


00 


23 . 


13 


A TOM 


ci A r\ 


o 


T 171 T 


A 
r\ 


114 
X X ft 


e 
D . 


Q4 4 


1 Q 
X 7 < 


0 4 0 

. U *i W 


7 7 

3 3. 


187 


1 . 


00 


22 . 


69 


A TOM 


Ofi ± 


o 
u 


T TTTT 


A 
r\ 


114 
X X ft 


e 

3 . 


. J? / u 


1 ft 

X 0 . 


ei 7 

> 3 X / 


32 . 


679 


1 , 


. 00 


25 . 


58 


A TOM 
Ai UM 


C A O 




T T?TT 


A 

M. 


114 
X Xft 


p 


7 n Q 

. 3 U 17 


9 n 


ei 0 

> 3 X VJ 


3 1 . 


7 07 




. 00 


20 . 


01 


ATOM 
Al KJPX 


R A 




T T?TT 


A 
A 


114 
X Xfr 


Q 

O • 


1 97 
> X^ 3 


91 

^ X 1 


770 


7 0 

3 \J m 


Ql 0 

> 7 X w 




. 00 


16 . 


34 


ATOM 


A A 




T.T?TT 


A 
n 


114 
XXri 


Q 

-7 . 


> U X j7 


91 

^ X < 


7ft ^5 
■ / 0 3 


29 . 


697 


1 , 


. 00 


16 . 


53 


ATOM 
Al \JPl 


A c; 






A 


114 
XXfx 


e 

D < 


> 0 3 0 


21 


. 0 ft 0 


30 . 


529 


1 , 


. 00 


20 . 


85 


A TOM 


D4 O 


XT 

IM 


1*1 El 1 


A 
A 


lie 
XX b 


t < 


• 0 0 / 


1 ft 

X 0 ' 


4 e4 

> ft 3 ft 


74 

3 ft • 


114 




. 00 


26 . 


23 


A TOM 


C /I "7 


OA 

L,A 


MCT 
1*1 Ej 1 


A 
A 


lie 
XX b 




4 e4 

. *i 3 ft 


1 1 

X / . 


0 Q7 

. VJ ^ 3 


74 
3 *± . 


e4 0 

. 3 *I VJ 




00 


26 . 


25 


A TOM 
Ai UIVl 


C /I Q 




MT7T 


A 
A 


lie 

X X 3 


e 

0 . 


7 7 1 

. 3 3 X 


1 

X 0 . 


p 17 0 0 


7 e 
3 3 < 


.58 0 




. 0 0 


29 . 


91 


A TOM 
Ai UN 


cr /I Q 

Oft y 


U 


MT7T 
JYlCi 1 


A 


lie 

X X 3 


e 

0 . 


e 9 1 

. 3 ^ X 


1 

X 0 . 


.426 


7 

3 D , 


655 




. 0 0 


3 1 . 


74 


A TOM 


c c 


on 


MTT 


A 

A 


lie 
xxb 


0 

0 . 


74 e 

. / ft 3 


1 

X 0 


e 07 
. 3 u 3 


7 e 
3 3 < 


0 ft 9 

> \J 0 4£ 




. 0 0 


25 , 


6 9 


ATOM 


C CI 

bbx 


oo 




A 


T T C 

xxb 


Q 


fift e 
. 00b 


1 e 
X b 


.0^0 


7 4 
3 ft . 


1 OQ 
. X VJ 


X . 


0 0 

. VJ VJ 


9 e 
z 3 • 


24 


ATOM 


c cz o 


bJJ 


MOT 


A 


T T C 

xxb 


XX 


0 Q4 
. ^ 7fl 


1 e 

X3 


eon 


74 

3 ft • 


e 1 9 
. 3 x^ 


X < 


00 


9fi 


61 


ATOM 


bbo 


oc 
(J hi 


MOT 


A 


T T C 

xxb 


1 0 
X^ 


e'74 

. 0 / ft 


1 e 

xb • 


749 

■ / fx ^ 


74 

3fx . 


e Q1 
. 0 7 X 


1 

X 1 


00 


94 


00 

. VJ \J 


A TOM 


CCA 

b b^ 




T VC 
1j X O 


A 

A 


lie 

XX D 


c 
3 


> ^ u / 


1 "7 
X / 


97 


3 3 . 


9 

> ^ 7 3 




. 00 


28 . 


61 


ATOM 


bbb 


OA 

CA 




A 


lie 
XX b 


A 


m e 
. uxb 


1 "7 
X / 


. 3 b u 


7 

3 b . 


19ft 
> x^ 0 


1 

X . 


00 

t \J\J 


70 

3 VJ • 


. -7 ^ 


ATOM 


c c ^ 

bbo 


L. 


1j X o 


A 


lie 
X X b 




p 9 e 
. 0^ b 


1 1 
X / 


e 9 e 
. b ^ b 


7 e 

3 3 . 


1 e7 

. X 3 / 


X 


0 0 

. VJ VJ 


7 7 
3 3 ■ 


2 6 


A TOM 
Ax OiVl 


C C T 

bb / 


U 


T VO 
1j X O 


A 
A 


lie 
X X b 


X 


e e 9 
. 0 0 z 


1 '7 
X / 


. 0 / D 


7 e 

3 3 . 


e^^ 

• 3 0 D 




. 0 0 


33 


76 


A TOM 

Al UM 


C C Q 

bbo 


OT3 


T VC 
1j X o 


A 
A 


lie 
X X b 


•5 
3 


Q4 "7 
. I7ft / 


1 P 
X 0 


7 71 
. / 3 X 


7 7 

3 / . 


lie 

> X X 3 




0 0 

. VJ \J 


33 


3 0 


A TOM 


C C Q 

bby 


oo 


T VC 


A 
A 


lie 
X X o 


A 
fx 


ep 9 
. ooz 


1 ft 
X 0 


e 9 9 
• 3 ^ ^ 


7 ft 

3 0 . 


4 9 7 


1 

X 


on 

t \J\J 


77 
3 3 < 


99 


ATOM 


c f rt 
boU 


L.D 


T VO 

IjXO 


A 

A 


lie 
xxo 


e 


1 4 e 

. Xffc 0 


1 ft 
Xo 


ft CQ 
. OD^ 


7 ft 

3 0 . 


9 Qft 
> 4£ 7 0 


1 

X 


00 

. VJ u 


7 Q 


1 7 

• X 3 


A TOM 

AlOM 


bo ± 




T VC 
IjXO 


A 
A 


lie 
xxo 


e 
0 


Qee 
. 730 


1 ft 
X 0 


7 ft^ 
.300 


7 Q 

3 7 > 


eoQ 

• 3 VJ 7 




, 00 


42 , 


. 12 


ATOM 

AlUM 


bo^ 




T VO 
IjXO 


A 

A 


lie 
X X b 


e 
0 


* 3 / 0 


1 Q 

X 7 


n Ro 
• u 3 u 


40 

ft V 1 


ft 0^ 

• 0 V 0 




. 00 


42 . 


. 79 


A TOM 


C ^ Q 

bo J 


JM 


OVO 
i O 


A 

A 


1 1 '7 
XX/ 


3 


1 7 T 
. X3 / 


1 "7 
X / 


e4 ft 

. 3ft 0 


7 7 

3 3 r 


ft ^e 
• 0 0 3 




. 00 


35 . 


37 


A TOM 

Al OM 


c /r A 
bo4 


OA 

L.A 


OVC 

L. X o 


A 
A 


1 1 "7 
XX/ 


£. 


14 1 
« Xft X 


1 "7 

X / 


e4 0 

. Dfx VJ 


7 9 
3 Z 


ft 01 

. 0 VJ X 




. 00 


3 7 < 


11 


ATOM 


c £r c: 
bob 


L. 


OVO 

L. X o 


A 

A 


XX/ 




4 e4 
. ft b ft 


1 e 
X b 


71 P 
• / X 0 


7 1 

3 X 


9ft 
. 0 z 0 




. 0 0 


7fl 
3 0 < 


, 05 


A TOM 

Al ujyi 


c ^ 
bbo 


U 


OVO 
L. X o 


A 

A 


1 1 "7 
XX/ 


X 


Q e 7 

. i733 


1 

X 0 


ft Q 7 


7 0 
3 VJ 


e OQ 

. 3 VJ 17 




. 0 0 


3 8 


. 4 9 


A TOM 

A 1 vJM 


b b / 




OVO 

X o 


A 
A 


1 1 "7 
XX/ 




19 9 


1 Q 
X 7 


0 7 0 
. VJ / VJ 


7 9 
3 Z 


7 00 
, J \J \J 




. 00 


4 0 


. 82 


A TOM 

AIUM 


C £ Q 

boo 


oo 


OVO 

C xo 


A 

A 


1 1 T 
XX / 


3 


fli 1 
• 0 X X 


1 Q 
X 7 


fi77 
. 0 / / 


7 9 

3 4S 


1 f^l 

• X 0 X 




. 00 


52 


. 18 


ATOM 

AIUM 


ceo 
bo 7 


XT 


VAIj 


A 
A 


1 1 Q 
XXO 


3 


7 C? 
.33/ 


1 e 

X 3 


779 


7 1 
3 X 


ft 77 
. 0 / / 


1 

X 




33 . 


. 83 


ATOM 


b /u 


OA 


T7AT 
VAIj 


A 

A 


1 1 Q 
XX O 


•a 
3 


•74 e 
• /fl b 


1 4 

X ft 


ft1 Q 
. 0X7 


7 0 
3 \J 


ft 

• 0 0 7 


1 

X 


00 

• VJ w 


9Q 


0*^ 

» VJ 3 


A TOM 

ATOM 


C T T 

b /I 


o 

V- 


VALi 


A 

A 


1 1 Q 
XXO 


3 


Te 9 

. / b z 


1 7 

X3 


4 94 
• ft ^ fx 


7 1 
3 X 


4 fi7 

. ft 0 7 


1 

X 


00 


9Q 


. 19 


A TOM 

ATOM 


b /<6 


U 


^7A T 

VALi 


A 

A 


T 1 Q 
X X O 


A 
ft 


e e A 
. 3 b ft 


1 7 
X 3 


1 7 0 

. X 3 VJ 


7 9 
3 Z 


7 e 0 

. 3 3 VJ 


1 

X 


00 

. VJ VJ 


32 


. 10 


ATOM 


573 


on 


■\7 A T 
VAJ-I 


A 

A 


X X O 


b 


1 T e 
. X X b 


1 e 

X 3 


1 e 7 
. X b / 


7 n 
3 u 


9 p e 
. 4^ 0 0 


X 


00 

* \J\J 


22 


. 96 


ATOM 


574 


oo T 


VAL 


A 

A 


X X o 


b 


n n e 
. U U b 


1 e 
X b 


4 e 1 
. ft b X 


9 Q 

Z J7 


e 1 e 

.3X3 


X 


no 

. VJ VJ 


9 7 
z 3 


. 4 5 


ATOM 


575 


oo o 


VAIj 


A 

A 


X X o 


b 


1 e Q 
. xb y 


1 e 
X b 


9 7 n 


7 1 
3 X 


7 p 9 
. 3 0 z 


X 


00 

. VJ VJ 


2 1 


eft 
.30 


ATOM 


576 


N 


THR 


A 


119 


2 


. 805 


12 


.594 


31 


.071 


1 


. 00 


28 


.43 


ATOM 


577 


CA 


THR 


A 


119 


2 


.773 


11 


.232 


31 


.580 


1 


.00 


26 


.35 


ATOM 


578 


C 


THR 


A 


119 


2 


.964 


10 


.272 


30 


.401 


1 


.00 


21 


.80 


ATOM 


579 


0 


THR 


A 


119 


2 


.026 


9 


.812 


29 


.759 


1 


.00 


17 


.32 


ATOM 


580 


CB 


THR 


A 


119 


1 


.499 


10 


.962 


32 


.474 


1 


.00 


29 


.38 


ATOM 


581 


OGl 


THR 


A 


119 


1 


.657 


9 


. 720 


33 


.177 


1 


. 00 


28 


.88 


ATOM 


582 


CG2 


THR 


A 


119 


0 


. 187 


10 


. 966 


31 


.656 


1 


. 00 


28 


.91 


ATOM 


583 


N 


HIS 


A 


120 


4 


.229 


10 


. 043 


30 


.077 


1 


. 00 


21 


.71 


ATOM 


584 


CA 


HIS 


A 


120 


4 


.538 


9 


. 181 


28 


. 971 


1 


. 00 


18 


.80 


ATOM 


585 


C 


HIS 


A 


120 


5 


.749 


8 


.329 


29 


.189 


1 


. 00 


19 


.60 


ATOM 


586 


0 


HIS 


A 


120 


6 


.767 


8 


.795 


29 


.673 


1 


.00 


18 


.49 


ATOM 


587 


CB 


HIS 


A 


120 


4 


.714 


9 


.979 


27 


.697 


1 


.00 


22 


.81 



57/150 



10/501002 





C Q Q 

boo 




nlo 


A 

A 


ATOM 


COO 


TVTT^T 

rjui 


LIT 0 


A 

A 


Al UN 


con 




TT T 0 

Hlo 


TV 

A 


Al vJM 


COT 

3 y X 




14 T Q 


A 

ri 


AlUIVl 


C Q O 

D y ^ 




TT T C 

rl±o 


TV 


A1.UM 


coo 


N 


111 b 


TV 

A 


ATOM 


cox 


CA 


T VG 


TV 

A 


TV T'/^K/r 






T VO 


TV 

A 


AiUM 


D y D 


o 


T ve 


A 


TV TT^Tdt 
ATOM 


5 97 




T VO 
J-i X 0 


TV 

A 


TV T'/^M 


C Q Q 

z> y o 




T VC 


TV 

A 


Al OM 


coo 

by y 


L.JJ 


J_i X i3 


TV 

A 


TV T'OIUI 

Ai UIYl 


c r\ r\ 
D U U 




T VO 
ll X 0 


TV 

A 


A J-vJIYl 


b U ± 


In ^ 


T VO 

Li X 0 


A 
A 


ATOM 


^ o 


N 


A OKT 

AoN 


TV 

A 


AlUM 


oU J 


A 

CA 


A OKI 


TV 

A 


TV T'/^IUT 

ATOM 


c r\ A 
oU4 


C 


A CVT 

AoJM 


TV 

A 


ATOM 


oUb 


o 


A OKT 


A 

A 


TV T'/^M 


^ n ^ 
o U b 




A OXT 


TV 

A 


TV TT^Kfl 


b U / 




A OM 

AoJM 


TV 

A 


ATOM 


c n Q 
b Oo 


UiJl 


A OM 


A 


ATOM 


609 


ND2 


ASN 


A 


ATOM 


610 


N 


TT C 


TV 

A 


AJ-UM 


^ T T 

oli. 


A 

v-A 


TT XP 


TV 

A 


ATOM 


612 


C 


TT "C 


TV 

A 


ATOM 


61 J 


o 


TT f 


TV 

A 


ATOM 


614 


CB 


TT C 


TV 

A 


ATOM 


615 


CGI 


T T C 


A 


TV T>/~\fJ1 

ATOM 


bib 




T T C 


TV 

A 


ATOM 


b 1 / 


C-Dl 


T T C 


A 

A 


ATOM 


618 


N 


XLE 


A 


ATOM 


619 


OA 

CA 


TT C 


A 

A 


ATOM 


620 


C 


ILE 


A 

A 


TV T'^ivyr 
ATOM 


621 


0 


TT X? 
1 J-tCi 


A 

A 


ATOM 


^ o o 
b22 




T T C 
1 J-l hi 


A 

A 


ATOM 


623 


CGI 


ILE 


A 


ATOM 


624 


CCj2 


T T "C 


A 

A 


ATOM 


^ o c 
b2b 


L.U1 


T T 17 


A 

A 


ATOM 


o 
b2b 


KT 




A 

A 


ATOM 


^ O T 

627 


OA 

CA 




A 

A 


ATOM 


628 


C 


SER 


A 


ATOM 


629 


0 


SER 


A 


ATOM 


630 


CB 


SER 


A 


ATOM 


531 


OG 


SER 


A 

A 


ATOM 


632 


N 


LEU 


A 


ATOM 


633 


CA 


LEU 


A 


ATOM 


634 


C 


LEU 


A 


ATOM 


635 


0 


LEU 


A 


ATOM 


636 


CB 


LEU 


A 


ATOM 


637 


CG 


LEU 


A 


ATOM 


638 


CDl 


LEU 


A 


ATOM 


639 


CD2 


LEU 


A 


ATOM 


640 


N 


LEU 


A 


ATOM 


641 


CA 


LEU 


A 


ATOM 


642 


C 


LEU 


A 


ATOM 


643 


0 


LEU 


A 


ATOM 


644 


CB 


LEU 


A 


ATOM 


645 


CG 


LEU 


A 


ATOM 


646 


CDl 


LEU 


A 



FIG. 2K 



120 4.446 9.182 

120 3.174 8.948 

120 5.285 8.571 

120 3.236 8.229 

120 4.507 7.984 

121 5.632 7.093 
121 6.652 6.069 
121 7.858 6.406 
121 8.958 5.894 
121 6.061 4.700 
121 5.211 4.668 
121 4.637 3.295 
121 5.738 2.249 

121 5.208 0.856 

122 7.662 7.328 
122 8.741 7.778 
122 9.369 9,120 
122 10.325 9.589 
122 8.255 7.788 
122 7 . 777 6.435 
122 6,661 6.282 

122 8.609 5.430 

123 8.835 9.717 
123 9.346 10.980 
123 9.827 10.696 
123 9.234 9.878 
123 8.274 12.111 
123 7.667 12.431 
123 8.889 13.316 

123 8.676 12.778 

124 10.885 11.382 
124 11.444 11.194 
124 10.435 11.441 
124 9.611 12.360 
124 12.681 12.089 
124 13.191 11.918 
124 12.343 13.531 

124 14,248 12.902 

125 10.479 10.549 
125 9.622 10.584 
125 10.533 10,584 
125 11.474 9.799 
125 8.734 9.328 

125 7.709 9.260 

126 10.225 11.425 
126 11.059 11.458 
126 10.529 10.576 
126 9.315 10.470 
126 11.276 12.907 
126 12.013 13.745 
126 12,074 15.165 

126 13.421 13.246 

127 11.449 9.843 
127 11.119 8.960 
127 11.264 9.740 
127 10.511 9.525 
127 12.098 7.793 
127 11.998 6.826 
127 13.068 5.751 



^ 0 




1 ^ 


00 


19 


. 79 






]_ ^ 


00 


20 


. 77 


25 


. 595 


3^ ^ 


00 


21 


. 10 


24 


. 887 


3_ ^ 


00 


20 


. 93 


24 


.623 




00 


22 


. 50 


^ 0 


. 702 




00 


21 


. 55 




7Qft 


X • 


no 


18 


. 22 


9*7 


Q '^ A 
. 7 3 0 


X • 




X3 


. 50 


9 ft 


9 04 


X . 




XJ 


. 13 


9 ft 


49R 


X . 


no 


23 


. 17 


9 "7 


. X J / 


3_ ^ 


on 


24 


. 3 1 


2 6 


. 862 




00 


23 


. 40 


9 


.7 09 




00 


2 7 


. 84 


26 


42 0 


1 . 


00 


3 1 


. 61 


9*7 


n Oft 


X . 




17 


. 1 1 


9fi 


1 9*^ 


2_ . 


nn 


17 


. 4 6 


9 




X • 


nn 


17 

X / 


. 20 


9 


ft Qft 
. 0 7 0 


X • 


nn 


X 0 


. J «7 


94 


. 0 / 3 


X . 


nn 


1 5 


. 8 6 


9 A 


9 7 9 


X . 


n n 


1 9 
X ^ 


ft 7 


9 


. 774 


]^ ^ 


nn 




. 71 




4 

. r» J J 


X . 


nn 


T 1 
X X 


• OX 


9 1 


. 0 17 <J 


T 

X . 


nn 


1 ft 
X 0 


. 4 6 


9 ft 


■ X J X 


1 

X • 


nn 


9n 


. 03 


9 Q 


. 00 / 


X . 


nn 


1 Q 
X 7 


ft 1 

• OX 


•5 n 
^ u 


9 fiQ 
. ^ D 7 


X • 


nn 


1 Q 
X 7 


ft "X 




9 1 
. ^ X 0 


n 

X . 


nn 


X 0 


4 n 


9 




X . 


n n 


1 ft 

X 0 


. 54 


9ft 


ft ft 0 
. 0 0 U 


X . 


n n 


1 4 

X *± 


9 


9 


n AH 


X . 


nn 


14 


. 50 


9 Q 


Q ft 9 


T 

X . 


nn 


2 1 


. 8 0 


T 1 


9 0 


X • 


nn 


9 1 

X 


. 4 4 


"X 9 


44 n 
. *t *t u 


1 

X . 


nn 


9 n 




■7 9 




X • 


nn 


1 7 
X / 


7ft 
. / 0 


^ X 




1 

X • 


nn 


9"^ 


• X 17 


9 


Qft 
. 7 0 3 


X . 


nn 


9 1 

^ X 


R4 


J X 


9 7 


X . 


n n 


2 2 


1 

. X 0 


"5 

■J -J 


4 n Q 

. *4 U -7 




nn 


25 


. 57 


J J 


4 9 ft 


X . 


nn 


25 


. 2 4 


J H. 


^^ 9 Q 


n 

X • 


nn 


9 s 


R7 




ft <^ 9 

. 03^ 


n 

X • 


nn 




9Q 




Q4 


X . 


nn 


1 Q 
X 7 


ft 7 


J fx 


. / ^ D 


n 

X < 


nn 


9 Q 


no 


"X "X 


. /OX 


X . 


n n 


"X Q 

.3 17 


4 R 


"X 


ft 1 Q 

. 0 X y 


X . 


u u 


9 1 
42 X 


9 
. ^ 3 


J / 


Q Q 

. y y D 


1 

X • 


n n 


9 1 
^ X 


ft n 
. 0 u 


J y 


. X4 u 


X . 


, u u 


9 n 


. D yj 


39 


.376 


1 . 


.00 


15 


.37 


38 


.418 


1. 


.00 


26 


.09 


37 


.363 


1, 


.00 


24 


.09 


37 


.840 


1. 


.00 


27 


.50 


37 


.149 


1 . 


.00 


21 


.86 


39 


.759 


1 . 


.00 


19 


.81 


40 


.878 


1 . 


. 00 


16 


. 92 


42 


.183 


1 . 


.00 


17 


.28 


43 


.135 


1. 


.00 


18 


. 90 


40 


.924 


1 . 


.00 


11 


.43 


39 


.769 


1, 


.00 


7 


.89 


39 


,875 


1. 


.00 


4 


.22 



58/150 



lU//bQl 



FIG. 2L 



21 TOM 


D fx / 




T.TTTT 




12 7 


10 . 


606 


6 . 


. 278 


39 . 


, 816 


1 . 


00 


8 . 


16 


n 1 \JVl 


^ A n 

D 1 O 


KT 


AQTvI 
AoXN 


A 
r\ 


J. ^ O 


12 , 


> ^ O X 


10 . 


. 654 


42 , 


, 192 


X . 


00 


16 . 


69 




^ A Q 


\,-A 


AO IN 


A 
r\ 


J. ^ o 


12 


. -3 J 7 


1 1 


.446 


43 


353 


X . 


00 


18 . 


74 




oo u 


o 


AoiM 


A 
A 


1 OR 
X ^ o 


1 '3 

xo , 


"3 m 

, J Zj ±. 


1 9 

X ^ . 


. D / D 


42 


9 68 


X ^ 


00 


18 . 


70 


ATOM 


D D X 




AOIM 


A 
A 


X ^ o 


14 


1 fT^ 
1 X J 


12 


.660 


41 , 


991 


X . 


00 


18 . 


08 


AT'OM 
Al UJYl 


£ CI O 


on 


AoJN 


A 
A 


TOP 

x^ o 


1 

X J 1 




1 n 

X U r 


Rft4 
> D Ol 


44 


> O J v^ 


X , 


00 


19 . 


51 




O 3 J 


on 


a CM 

AOIM 


a 

A 


o 


X ^ • 


• ^ rt O 


11 , 


, 125 


45 . 


. 753 


1 , 


00 


17 . 


80 


a TOM 


O 34 


\JLfd. 


AOIN 


a 

A 


x^ o 


1 4 

X*x . 


94 Q 


10 . 


. 836 


46 . 


. 542 


1 . 


00 


17 . 


49 


a TOM 


ODD 


MIT? 


a CIST 


A 

A 


19ft 
X^ o 


1 9 

x^ . 


. ..J U / 


1 1 

X X < 


ft 

■ O O J 


4fi 

rt O < 


» X V/ v 


X . 


00 


12 , 


82 


a TOM 


^ c: C 


iM 


V AJ-i 


A 
A 


1 9 Q 
X ^ ^ 


1 '3 

X o . 


• X J D 


1 7 

X o < 


74 ft 


43 


.732 


X . 


00 


19 . 


15 




"7 

DD / 


OA 
V_A 


V AJj 


A 
A 


1 9 Q 
X Z 7 


1 "3 
X o < 


ft "3 ft 

, O J \j 


1 ^ 

X D ' 


n 7 "3 

> V J ^ 


43 


.6 00 


X . 


00 


18 . 


43 




^ ET Q 
DD O 


L. 


V AIj 


A 
A 


1 9 Q 
X Z I? 


1 A 


1 c;4 
. X O 


1 

X 3 ' 


4 1 R 


4 R 

*± 3 . 


.03 8 


X 


00 


14 . 


75 


a TOM 




o 
\J 


V AIj 


A 

A 


1 9 Q 
XZ ^ 


1 "3 

X J < 


9 Q O 
• ^ I? u 


X 3 . 


"3 "3 R 
. J J ij 


4 5 


902 


1 . 


00 


16 . 


XX 


JiT/^M 

Alvjr'i 


£ £ fk 


OT5 


VAJ-i 


A 

A 


1 9 Q 

X^ 17 


1 9 

X . 


Q 9 "3 


1 

X o . 


1 9ft 
• X / o 


4 "3 


. V O 7 


X . 


00 


17 . 


78 


ft T/^M 


box 


OOT 
WUr J. 


VAIj 


A 

A 


1 9 Q 


1 "3 
X^ . 


• / D X 


1 9 

X / . 


4^9 
• 13/ 


4 9 


7 QO 

■ / 7w 


1 . 


00 


17 . 


05 


TV rp/^iv/r 


obz 




\7aT 
VAij 


A 

A 


1 9 Q 
X^ 7 


1 9 

X^ . 


9 m 


1 

X D . 


99fi 
■ / Z O 


4 1 

rt X < 


7 QO 


X . 


0 o 


17 - 


58 


TV TOM 


D b J 


KT 
IM 




A 
A 


1 1 n 

X J u 


1 R 

X D . 


"3 *7 


X m> ' 


• o V/ 


4^ 

•±3 1 


■^91 
> .a ^ X 


X . 


00 


12 . 


66 




b b 


oa 

l-A 


DUT? 


A 

A 


xo u 


1 

X D . 


• O ^ X 


1 

X O ' 


1 Q4 

• X 7 ri 


4fi 

•x O . 


^ft 0 
> o o 


X . 


00 


14 . 


68 




c: e: a 
ODD 


L. 


Frlili 


A 

A 


1 "3 n 
X J u 


1 C 

X b 


ft A 
. Ofx 3 


1 9 

X / 


n Q 

. VJ 7 3 


4 

fx O . 


97*3 


-1 

X . 


o n 


1 4 

XI. 


J X 


TV T'/^M 

Ai 


c c c 
bob 


vJ 




A 

A 


X J u 


1 9 
X / 


. D b / 


1 9 
X / 


9 ft '3 
. ZO ^ 


4 R 

*± 3 . 


ft O 9 
■ O vJ Z 


T 

X ■ 




14 . 


6 0 


ATOM 


can 
bb / 






A 

A 


x^ u 


1 

X D 


ft "3 
. O J D 


1 4 
X*± 


Q 1 4 
. 7 x*± 


4 9 


^"3 "3 

. 3 O J 


X , 




11 . 


21 


TV np/^M 


bb o 


oo 
v^o 




A 

A 


X^ U 


1 1 
X / 


O Q ft 
■ U 7 O 


1 4 
Xfi 


14 9 
> Xrx / 


4 9 

rt / . 


1 QQ 

• X 7 7 


X , 




6 . 


13 


TV TOM 


bb 7 




OUT? 


A 

A 


1 1 n 
Xo u 


1 *? 

X / . 


. u o u 


1 

X.3 


■ U 3 V/ 


4 ^ 

rt D ■ 


. 351 


X . 


00 


5 . 


37 


TV TOM 


c'^ r\ 
b / \J 


OT^O 


Jrrlc* 


A 

A 


1 ^ n 
X J u 


1 ft 

xo 


^ 1 T 
. J X X 


1 4 
Xt 


.333 


49 

rt / < 


> O 7 V 


X . 


00 


2 . 


00 


ATOM 


cry 
O /I 


or? T 


OUT? 


A 

A 


X J U 


1 Q 
X O 


919 
. Z X Z 


1 9 
X Z 


T ft 9 
.JO/ 


4 ^ 

rt b ( 


ni c 

■ U X o 


X . 


OO 


9 


00 


Ai UiVl 


b / <i 


OT?0 


IDUT? 
irrilti 


A 

A 


1 "3 n 
X ^ u 


1 Q 


4 ^ft 
. ^ O O 


1 "3 

X J 


ft Q4 
. O 7*z 


47 

rt t . 


• J 3 O 


X , 


00 


2 . 


88 


ATOM 


CI 
Ki 1 i 




T5UT? 


A 

A 


X J U 


1 Q 
X 7 


4 n Q 

. U 7 


1 9 
X 


ft n 9 
. o u / 


4 

rt O 


• 3 V/ O 


X . 


0 0 


2 . 


0 o 


ATOM 


b /4 


"NT 
IN 


TUD 


A 

A 


X J X 


X / 


. U X 7 


1 9 
X / 


. / U 3 


4 9 


Q4 n 


X . 


0 o 


14 


01 

V X 


TV TOM 

Al UM 


b / 3 


O Zi 
V-A 


TUO 
1 tits. 


A 
A 


1 1 
XO X 


1 ft 
X O 


1 ft9 
. X O ^ 


1 ft 
X o 


"3 n 

. 3 J U 


4 ft 
r± O 


.197 


X . 


00 


9 , 


4 1 


TV T'/^IVA 

Ai UIYl 




/-I 


TUO 

1 rlK 


A 

A 


X J X 


1 ft 
X O 


C.'\ ft 
. b X o 


1 ft 
X o 


"3 9 "3 


4 Q 
ft 7 


. O X O 


X ^ 


no 


Q 

O . 


3 3 


TV rp/^** 

ATOM 


b / / 


U 


TUO 


A 

A 


1 1 
X J X 


1 9 
X / 


ft 1 9 
.OX/ 


1 ft 
X o 


"310 
. .3 X VJ 


3 U 


^9 

. 3Z O 


X • 


oo 


p 
o « 


61 


TV TOM 


b / o 


oia 


TUT3 
IrxK 


A 

A 


in 

X^ X 


1 1 
X / 


Q4 ft 

» 7rs O 


9 n 


• U Otx 


47 
rt / 


Qfi9 


X , 


00 


11 , 


54 


TV rp/^ivyi 

Al vjM 




OvjX 


TUD 


A 

A 


1 1 

X J X 


1 Q 
X 7 


1 9 C 
. X^ O 


9 n 


999 


4 ft 
rt O 


"3 c; 
. .3 3 


1 

X • 


0 0 


p 
o • 


0 ft 

> vl O 


ATOM 


<r o n 
oo U 




TUU 


A 

A 


X J X 


1 C 

X b 


"7 ft 1 
. / O X 


9 n 


■ b u'x 


4 ft 
rt O 


770 


X • 


0 0 


3 • 


1 "3 

' X J 


ATOM 


b o 1 


IVT 




A 

A 




1 Q 
X 7 


Q n 9 

. 7 U ^ 


1 ft 
X o 


n 9 1 

. U / X 


4 Q 

r± 7 


ft 0*^ 
. o u o 


X . 


oo 


1 0 
X u • 


> J o 


TV T'OIUT 

Ai UM 


Q O 

b o z 


v^A 


DOO 


A 

A 


TOO 
X^ ^ 


9 n 


4 T 4 
. ^ J fi 


1 9 
X / 


ft 9 9 
. O / z 


1 

3 X 


1 4 Q 
. X ft 7 


X . 


o n 


xo • 


9 ^ 

. Z 3 


ATOM 


^ o o 
b o J 


/-I 
L, 




A 

A 


X J ^ 


z u 


c; Q 
. O 7 D 


1 Q 
X 7 


1 9 T 
. X / J 


R 1 

3 X 


Q R Q 
• 737 


X . 


o o 


17 . 


1 o o 


TV T'O'KA 

A i UIYl 


b o4 


o 




A 

A 


X J Z 


9 1 
Z, X 


4 9ft 
. Z O 


1 Q 

X 7 


9 "3 7 
. Z J J 


9 
3 Z 


ft 

. O 3 D 


X . 


oo 


2 1 . 


50 


ATOM 


^ o c 
bob 


oo 


PRO 


A 

A 


TOO 
X J Z 


^ X 


"7 Q Q 
. / 7 O 


T "7 
X / 


9 "3 9 


3 u 


ft R 
. O O 3 


-1 

X « 




X X . 


9 ft 

. z o 


ATOM 


f O f 

bob 


oo 


noo 


A 

A 


X J 


9 9 


ICQ 
. X b 7 


1 9 
X / 


HAA 
. / 4 4 


4 Q 
4 7 


«^i n 

. 3XU 


X • 




/ ■ 


4 "3 

. rt O 


ATOM 


^ Q T 

oo7 


/-IT-* 

CD 


PRO 


A 

A 


TOO 

X J ^ 


^ U 


ft T "3 


1 9 
X / 


. bD7 


4 ft 
4 O 


7ft c; 


X • 


n o 


p 

o . 


1 9 

I X^ 


ATOM 


f o o 
DOO 




OT KT 


A 

A 


X J J 


1 Q 
X7 


ft A 1 


9 n 


9 9 


1 

3 X 


■ Ort^ 


X . 


oo 


1 7 

X / < 


7<3 

. / 7 


TV T'OIUI 

ATOM 


£ O Q 

boy 


OA 

CA 


OT KT 


A 

A 


1 "a "a 
X J J 


1 Q 

xy 


091 
. 7 / X 


9 1 
^ X 


4 ft "3 
. O O 


9 
3 Z 


•3 7*3 


X • 


oo 


1 4 

Xrt • 


40 

. rt \J 


ATOM 


69 0 


c 


GLN 


A 


TOO 
1 J J 


X o 


£r *3 Q 

. b J o 


^ X 


one: 

. O U3 


c; 9 
3Z 


Q C Q 

. 7 b 7 


X < 


n n 

, u u 


X 3 . 


^"3 

> 3 J 


TV T»/^iv>r 

ATOM 


691 


O 


GLN 


A 

A 


1*3*3 
X J J 


X / 


C 1 o 
. b X 7 


9 1 
Z X 


Tift 

. / X o 


9 
3Z 


9 Q 9 
. Z 7 Z 


X . 




1 R 

X 3 . 


> O J 


ATOM 


£r Q o 

by <£ 


OD 


OT KT 


TV 

A 


T "3 "3 
X J J 


z u 


/I c; 9 


9 9 


R Q Q 
. D 7 7 


3 X 


4 fi 
. *i D U 


X . 




X 3 • 


1 1 


ATOM 


693 


CG 


GLN 


A 


TOO 


Z X 


Q/l Q 
. 74 o 




.3X3 


3 X 


. X ri X 


X . 


. u u 


/ . 


, 30 


ATOM 


694 


CD 


GLN 


A 


133 


22 


.230 


21 


. 958 


49 


.781 


1. 


.00 


6 . 


.70 


ATOM 


695 


OEl 


GLN 


A 


133 


23 


.330 


21 


.479 


49 


.511 


1. 


.00 


5. 


.45 


ATOM 


696 


NE2 


GLN 


A 


133 


21 


.243 


22 


.024 


48 


.901 


1. 


.00 


6. 


.69 


ATOM 


697 . 


N 


LYS 


A 


134 


18 


.638 


22 


.169 


54 


.249 


1. 


.00 


21. 


.20 


ATOM 


698 


CA 


LYS 


A 


134 


17 


.385 


22 


.410 


54 


.949 


1. 


.00 


23 , 


.36 


ATOM 


699 


C 


LYS 


A 


134 


16 


.695 


23 


.726 


54 


. 799 


1 , 


. 00 


23 , 


.18 


ATOM 


700 


0 


LYS 


A 


134 


15 


.473 


23 


.792 


54 


. 976 


1 , 


.00 


23 . 


.37 


ATOM 


701 


CB 


LYS 


A 


134 


17 


.472 


22 


. 008 


56 


.440 


1, 


. 00 


25, 


.32 


ATOM 


702 


CG 


LYS 


A 


134 


18 


.752 


22 


.374 


57 


. 183 


1, 


. 00 


33 


. 07 


ATOM 


703 


CD 


LYS 


A 


134 


18 


. 695 


21 


. 936 


58 


. 677 


1 


. 00 


37 


. 91 


ATOM 


704 


CE 


LYS 


A 


134 


19 


.020 


20 


.435 


58 


.888 


1 


.00 


39 


.95 


ATOM 


705 


NZ 


LYS 


A 


134 


18 


.837 


19 


.935 


60 


.304 


1 


.00 


40 


.52 



59/150 



FIG. 2M 



'ATOM 


706 


N 


THR 


A 


135 


17 , 


.456 


24 


.767 


54 , 


.465 


1 . 


00 


24 


.81 


ATOM 


707 


CA 


THR 


A 


135 


16 


. 879 


26 


. 101 


54 , 


.311 


1. 


00 


22 


.85 


ATOM 


708 


c 


THR 


A 


135 


17 


. 225 


26 , 


.694 


52 


. 975 


1 . 


00 


22 


. 80 


ATOM 


709 


o 


THR 


A 


135 


18 


.295 


26 , 


.415 


52 


.431 


1 . 


00 


21 


.61 


ATOM 


710 


CB 


THR 


A 


135 


17 


.400 


27 


. 095 


55 


.377 


1 . 


00 


23 


.37 


ATOM 


711 


OGl 


THR 


A 


135 


18 


. 801 


27 


. 324 


55 


. 165 


1 . 


00 


21 


.29 


ATOM 


712 


CG2 


THR 


A 


135 


17 


. 145 


26 


. 561 


56 


.816 


1 . 


GO 


23 


. 04 


ATOM 


713 


N 


LEU 


A 


136 


16 


. 357 


27 


. 590 


52 


.506 


1 . 


00 


23 


.87 


ATOM 


714 


CA 


LEU 


A 


136 


16 


. 553 


28 


.277 


51 


.240 


1 . 


00 


24 


.40 


ATOM 


715 


c 


LEU 


A 


136 


17 


. 903 


28 


. 973 


51 


.250 


1 . 


00 


26 


.61 


ATOM 


716 


0 


LEU 


A 


136 


18 


. 569 


29 


. 073 


50 


.221 


1 . 


00 


30 


.85 


ATOM 


717 


CB 


LEU 


A 


136 


15 


. 436 


29 


.283 


51 


. 002 


1 . 


00 


25 


.03 


ATOM 


718 


CG 


LEU 


A 


136 


15 


.414 


2 9 


.92 0 


49 


.606 


1 . 


0 0 


24 


.06 


ATOM 


719 


CDl 


LEU 


A 


13 6 


13 


. 978 


30 


. 253 


49 


. 226 


1 . 


00 


24 


. 03 


ATOM 


720 


CD2 


LEU 


A 


136 


16 


. 306 


31 


. 150 


49 


. 576 


1 . 


00 


17 


. 83 


ATOM 


721 


N 


GLU 


A 


137 


18 


. 337 


29 


.408 


52 


.426 


1 , 


00 


25 


. 92 


ATOM 


722 


CA 


GLU 


A 


137 


19 


. 624 


30 


. 068 


52 


. 515 


1 . 


00 


25 


.21 


ATOM 


723 




GLU 


A 


137 


20 


. 757 


29 


. 089 


52 


.378 


1 . 


00 


22 


. 62 


ATOM 


724 


o 


GLU 


A 


137 


21 


. 843 


29 


.476 


51 


. 969 


1 . 


00 


24 


. 90 


ATOM 


725 


CB 


GLU 


A 


13 7 


19 


. 788 


30 


. 843 


53 


. 826 


1 . 


. 00 


29 


.36 


ATOM 


726 


CG 


GLU 


A 


13 7 


18 


. 953 


32 


. 090 


53 


.899 


1 . 


, 00 


30 


.88 


ATOM 


72 7 


CD 


GLU 


A 


13 7 


17 


. 496 


3 1 


. 780 


54 


. 062 


1 . 


. 00 


33 


. 67 


ATOM 


72 8 


OEl 


GLU 


A 


13 7 


17 


. 13 7 


3 1 


. 250 


55 


. 138 


1 , 


, 00 


36 


. 89 


ATOM 


729 


OE2 


GLU 


A 


137 


16 


. 709 


32 


. 072 


53 


. 129 


1 . 


. 00 


37 


. 00 


ATOM 


73 0 


N 


GLU 


A 


138 


20 


. 546 


27 


. 837 


52 


. 770 


1 . 


. 00 


23 


.41 


ATOM 


731 


CA 


GLU 


A 


138 


21 


. 625 


26 


, 842 


52 


. 645 


1 . 


.00 


23 


.74 


ATOM 


732 


c 


GLU 


A 


138 


21 


. 701 


26 


.229 


51 


.261 


1 . 


. 00 


20 


.15 


ATOM 


73 3 


o 


GLU 


A 


13 8 


22 


. 770 


25 


. 803 


50 


. 825 


1 . 


. 00 


15 


.33 


ATOM 


734 


CB 


GLU 


A 


138 


21 


.480 


25 


. 743 


53 


.693 


1 , 


. 00 


28 


.37 


ATOM 


73 5 


CG 


GLU 


A 


138 


21 


. 658 


26 


. 257 


55 


. 099 


1 , 


. 00 


34 


. 15 


ATOM 


73 6 


CD 


GLU 


A 


13 8 


21 


. 176 


25 


. 270 


56 


. 135 


1 , 


. 00 


39 


.34 


ATOM 


73 7 


OEl 


GLU 


A 


13 8 


19 


. 942 


25 


. 123 


56 


. 3 08 


1 , 


. 00 


41 


.01 


ATOM 


73 8 


OE2 


GLU 


A 


138 


22 


. 037 


24 


. 648 


56 


. 791 


1 , 


. 00 


44 


. 64 


ATOM 


739 


N 


PHE 


A 


139 


20 


. 562 


26 


.265 


50 


. 574 


1 . 


. 00 


20 


.75 


ATOM 


740 


CA 


PHE 


A 


139 


20 


. 368 


25 


. 716 


49 


.234 


1 . 


. 00 


22 


.38 


ATOM 


741 


c 


PHE 


A 


139 


21 


.476 


25 


. 906 


48 


.215 


1 . 


. 00 


22 


.59 


ATOM 


742 


o 


PHE 


A 


13 9 


21 


. 907 


27 


. 019 


47 


. 942 


1 . 


. 00 


22 


.05 


ATOM 


743 


CB 


PHE 


A 


13 9 


19 


. 085 


26 


. 253 


48 


. 630 


1 , 


. 00 


22 


.29 


ATOM 


744 


CG 


PHE 


A 


13 9 


18 


. 688 


25 


. 559 


47 


. 353 


1 . 


. 00 


26 


. 18 


ATOM 


74 5 


CDl 


PHE 


A 


139 


18 


. 798 


24 


. 177 


47 


. 242 


1 , 


. 00 


27 


. 65 


ATOM 




CD2 


PHE 


A 


139 


18 


. 183 


26 


. 275 


46 


. 276 


1 , 


. 00 


27 


.40 


ATOM 


74 7 


CEl 


PHE 


A 


139 


18 


. 412 


23 


. 520 


46 


. 083 


1 , 


. 00 


26 


. 62 


ATOM 


74 8 


CE2 


PHE 


A 


139 


17 


. 788 


25 


. 623 


45 


. 097 


1 , 


. 00 


27 


. 97 


ATOM 


74 9 


CZ 


PHE 


A 


139 


17 


, 904 


24 


. 250 


45 


. 003 


1 , 


. 00 


24 


. 56 


ATOM 


750 


N 


GLN 


A 


140 


21 


. 942 


24 


. 790 


47 


.664 


1 , 


. 00 


23 


. 18 


ATOM 


751 


CA 


GLN 


A 


14 0 


22 


. 980 


24 


. 792 


46 


. 648 


1 , 


. 00 


20 


.44 


ATOM 




p 


GLN 


A 


14 0 


22 


.•660 


23 


. 838 


4 5 


. 507 


1 . 


. 00 


19 


. 37 


ATOM 


753 


O 


GLN 


A 


140 


22 


. 604 


24 


.250 


44 


.343 


1, 


. 00 


18 


.41 


ATOM 


754 


CB 


GLN 


A 


140 


24 


.330 


24 


.427 


47 


.254 


1 


.00 


15 


.98 


ATOM 


755 


CG 


GLN 


A 


140 


24 


.911 


25 


.536 


48 


.072 


1 


.00 


23 


.25 


ATOM 


756 


CD 


GLN 


A 


140 


26 


.398 


25 


.358 


48 


.285 


1 


.00 


30 


.69 


ATOM 


757 


OEl 


GLN 


A 


140 


26 


.836 


24 


.443 


48 


.994 


1 


.00 


35 


.70 


ATOM 


758 


NE2 


GLN 


A 


140 


27 


. 192 


26 


.249 


47 


.696 


1 


.00 


35 


.47 


ATOM 


759 


N 


ASP 


A 


141 


22 


.390 


22 


.578 


45 


.871 


1 


.00 


20 


.11 


ATOM 


760 


CA 


ASP 


A 


141 


22 


. 122 


21 


.511 


44 


.911 


1 


. 00 


14 


. 85 


ATOM 


761 


C 


ASP 


A 


141 


20 


. 763 


20 


. 809 


44 


.853 


1 


. 00 


11 


.85 


ATOM 


762 


O 


ASP 


A 


141 


20 


. 069 


20 


.634 


45 


.851 


1 


. 00 


12 


.51 


ATOM 


763 • 


CB 


ASP 


A 


141 


23 


.227 


20 


.490 


45 


.044 


1 


.00 


13 


.73 


ATOM 


764 


CG 


ASP 


A 


141 


24 


.583 


21 


.127 


45 


.096 


1 


.00 


13 


.36 



60/150 



FIG. 2N 



A 1. kJVI 


/ o o 


ODl 


ASP 




14 1 


25 


. 429 


20 , 


722 


45 


, 911 


1 


. 00 


17 . 


82 


TV TOM 


/ o o 


on!? 


ASP 




14 1 


24 


. 82 0 


22 . 


072 


44 


. 340 


1 


. 00 


18 . 


36 


ATOM 


/ D / 




VAL 




14 2 


2 0 


. 3 94 


20 . 


421 


43 


. 638 


1 


. 00 


14 . 


47 


ATOM 


7 R 
/DO 


OA 


VAT, 


A 
rt. 


X M ^ 


19 


. 157 


19 . 


705 


43 


. 324 


1 


. 00 


12 . 


8 8 


a TOM 


/ O ^ 


r* 


VAT. 
VrvJu 


A 


X 1 


19 


. 522 


18 . 


.335 


42 


. 744 


1 


. 00 


13 . 


98 


ATOM 


770 


o 


VAIj 


A 


142 


20 


, 33 0 


18 . 


222 


41 


. 807 


X 


. 00 


13 . 


92 


ATOM 


t i J. 


PR 


VAL 




142 


18 


.319 


20 , 


.492 


42 


. 321 


1 


. 00 


15 . 


25 


ATOM 


772 




VAL 


A 


142 


17 


. 143 


19 . 


. 650 


41 


. 822 


1 


. 00 


8 . 


68 


ATOM 


77*^ 

ft .J 




VAT. 
V AXj 


a 


Xft ^ 


17 


. 858 


21 . 


802 


42 


. 988 


1 


. 00 


13 . 


03 


ATOM 


774 


N 


TYP 




14 3 


18 


. 957 


17 . 


285 


43 


. 339 


1 


. 00 


13 . 


49 


ATOM 


77 


PA 


TYR 




14 3 


1 9 


. 254 


1 5 . 


907 


42 


. 929 


1 


- 00 


10 . 


05 


ATOM 


77 


p 


TYR 




14 3 


1 8 


. 03 6 


15 . 


312 


42 


. 298 


1 


. 00 


8 . 


26 


ATOM 


777 


o 


TYR 




143 


1 6 


.963 


15 . 


.3 33 


42 


. 875 


1 


. 00 


8 . 


82 


ATOM 


7 7 R 


PR 


TVR 
X X X\, 


A 
r\. 


1 4 T 
X *z 


19 


. 726 


15 


04 3 


44 


.119 


1 


. 00 


5 . 


83 


ATOM 


77 Q 


prj 


TVR 

X X 


A 
A 




21 


. 153 


15 . 


323 


44 


. 558 




. 00 


2 . 


00 


ATOM 


/ o u 




TVP 
X X n. 




1 4T 
X ^ J 


21 


.44 5 


16 , 


.3 89 


45 


. 400 


1 


. 00 


3 . 


10 


ATOM 


/OX 


pn9 


TVD 


A 


14*^ 

Xrt .J 


99 


909 


14 , 


R17 


44 


. 139 


1 


. 00 


2 . 


00 


ATOM 
r\ X KJVl 


/ O ^ 


P171 
v«C*X 


TVP 
X X Xv 


A 
r\ 


1 4 

X4 J 


99 


7nQ 

. / U 27 


X W < 


> 647 


45 


. 794 


1 


. 00 


2 . 


00 


ATOM 


7 P "3 
/ O J> 


OT7"5 


TVP 
X X K 


A 
A 


Xf4 J 


9 '5 


4 Q 
. *± 27 3 


1 4 
X *± 1 


7QQ 

► / 27 27 


4 4 
*» ft 


R4 fi 

. J ft D 




. 00 


2 . 


0 0 


A TOM 


7P4 

/ o*t 


07 


TVP 
X X K. 


A 
A 


1 4 "5 

Xft J 


9 


7*^ 9 


1 R 

X Zj < 


P Q 

. 0 D 27 


4 5 


. 3 82 




. 00 


2 . 


00 


ATOM 


7 R R 


OU 


TVP 


A 
A 


1 4 "3 
X*4 O 


9 c; 


ni 1 

• X X 


1 

X 0 I 


177 


4 5 


. 8 02 


1 


00 


5 . 


05 


ATOM 
AX Ui*! 


7 P C 
/ O D 


IN 


XjCiU 


A 
A 


1 44 


1 P 
X 0 


.2 02 


14 


► 841 


4 1 


.0 69 




. 00 


12 . 


03 


ATOM 
AX Vjl*i 


7R7 


OA 
^A 




A 
A 


1 44 
X^ ^ 


T 7 
X / 


OQI 

. ij 27 X 


1 4 

X *4 . 


9 fin 

> z 0 V 


4 0 


.328 




. 00 


12 . 


8 6 


ATOM 
A X VJi*i 


7PP 
/ O O 


I— 




A 
A 


1 44 


1 7 
X / 


• .3 U X 


1 9 

X^ I 


77"^ 


4 0 


. 197 


1 


. 00 


9 ^ 


40 


ATOM 
AX V^i^i 


7R Q 

/ O j7 


r\ 


T."CTT 


A 
A 


1 44 
X^^ 


1 P 
X 0 


4*^4 
• ^ J It 


1 9 
x^ • 


ft4 


4 0 


.029 




. 00 


10 . 


24 


ATOM 
A X KJi*! 


7Q n 


PR 


T.TTTT 


A 
A 


1 44 
X^^ 


X 0 


. 7 0 u 


1 4 

x^ • 


. 27 X 3 


J 0 


. 27 .9 0 




. 00 


12 . 


95 


ATOM 
A X KJVl 


7Q1 




I.TTTT 
XjCiU 


A 
A 


1 44 


X 0 


"5 7 


1 

X D • 


41 T 

> X 0 


0 0 


. 922 




, 00 


14 . 


49 


ATOM 
A X yji'l 


7QO 


om 

^XJX 


T PTT 


A 
A 


1 44 
Xri *± 


1 7 

X / 


n 1 

. 0 X 


1 

X 0 < 


QQ9 

> 27 27 ^ 


7 


RPR 
. 3 0 ~j 




. 00 


15 . 


65 


ATOM 
A X \JVl 


7 Q "3 


PFi"? 




A 
r\ 


1 44 


1 

X _) 


1 R9 

. X 23 ^ 


1 

X 0 . 


Q1 

■ 0 27 X 


3 9 


-211 




. 00 


10 . 


66 


ATOM 
A X KJIH 


7 Qd. 


IN 


\7AT . 
V AXj 


A 
A 


1 4 

Xri 3 


1 

X 0 


2 01 


12 


.03 3 


4 0 


273 


1 


. 00 


9 , 


00 


ATOM 
A X yJV'i 


7Q c: 


PA 


VAT. 
V AXj 


A 
A 


1 4 «^ 
Xl 3 


1 

X D 




1 n 

X u < 


Rft 7 
i 3 0 / 


4 0 


.177 




. 00 


7 ^ 


36 


ATOM 
A X KJn 


7 Q^? 


o 


VAT. 
VAXj 


A 
n 


1 4 ^ 
X 'z 3 


X 3 


9n A 


X \J • 


> V/ A 0 


3 9 


. 164 


1 


. 00 


2 . 


00 


ATOM 
A X sJi'i 


7 Q 7 


\J 


VAT. 
VAXj 


A 
A 


1 4 
Xrt 3 


1 4 

Xrt 


1 RR 

• X3 3 


1 ft 

X \J I 


4 fil 


J 27 


. 112 




, 00 


2 . 


00 


ATOM 
A X 'k^l'l 


7 Q P 

/ 17 O 


PR 


VAT. 
VAXj 


A 
A 


1 4 R 

Xrt 3 


X D 


• U X u 


Q 

27 1 


Q4 9 


4 1 


. 578 


1 


. 00 


8 . 


11 


ATOM 
A X ^1*1 


7QQ 

/ 27 -7 


PP1 


VAT. 
VAXj 


A 
A 


1 4 R 
X^z O 


X 3 


> 27 ^ 0 


8 


.4 59 


4 1 


.449 




, 00 


6 . 


. 36 


ATOM 
A X KJVl 


p n n 
o u u 




VAT. 
VrvLj 


A 
A 


1 4 
Xfx 3 


1 7 


. 131 


10 


2 68 


42 


. 535 




. 00 


10 . 


32 


ATOM 
A X KJl'l 


p m 

O U X 




MPT 


A 
±\ 


1 4 
X*i O 


X 13 


74 0 


Q 

27 . 


n fin 

. V 0 V 


ft 


.3 60 


\ 


. 00 


6 . 


0 9 


ATOM 
A X \Jrl 


p n 9 

O VJ ^ 


PA 


MPT 
Villi X 


A 


1 4 
X 1 o 


14 


. 0 27 X 


8 


.380 


3 7 


.3 51 


\ 


. 00 


11 . 


, 90 


Ai vJIYl 


p n 
o u J 


v_ 


MPT 
1*1 rj X 


A 
A 


1 4 
X O 


X o 


9 P 7 
.ZOO 




P Q1 

. 0 27 X 


7 7 


270 


1 


. 00 


12 . 


67 


ATOM 
A X kJv'I 


p 

O U 


r\ 


MPT 
1*1 £i X 


A 
A 


1 4 
X ri O 


X 0 


1 ft R 
. J 0 3 




• 3 0 J 


7 


• 0 0 X 




. 00 


16 . 


■ 93 


a TOM 


fi n cr 

o u o 


Co 


MPT 

Villi 1 


A 
A 


14 O 


X3 


119 
. XXZ 


P 


• 7 27 3 


"X R 


. 27 3 0 


X 


Oft 


1 "X 


21 


ATOM 


oUo 




MPT 


TV 

A 


1 4 C 
Ifl O 


X 0 


477 


Q 


. 0 3 U 


"X R 


"^99 


1 

X 


00 

.WW 


14 , 


. 34 


a TOM 
Ai Vjfl 


p n 7 


cn 
ou 


MPT 


A 

A 


1 4 C 
Ifl O 


X 0 


. D27D 


Q 

27 . 


• U U 3 




R n7 




00 

• U w 


17 < 


24 


a TOM 
Ai VJIYI 


Q n Q 
o U o 


oc 


MT?T 


A 
A 


1 4 
X*4 D 


1 

X 3 


1 Q R 
. X 27 D 


P 
0 


n Q 1 

. U 27 X 


7 9 


P9P 
* 0 z 0 




no 


8 


3 0 


A "y^A/i 
AiUiyi 


Q n Q 

o u y 


"NT 


r^T TT 


A 

A 


TAT 
X^ / 


1 4 
X 't 


4 9 7 
. rt Z / 




n 9 7 


fi 


7 9 n 




n n 


13 


63 


Ai vJIm 


o X U 


oa 

L.A 


OT TT 


A 
A 


14 7 
X*± / 


1 4 
X ft 


7 Q R 
. / 27 J 


A 


fi 1 4 
. D X ft 


"X fi 


fil fi 


X 


n n 


1 fi 

X 0 < 


n fi 




oil 


L. 


/^T TT 


A 

A 


14 / 


1 0 


. Ufk 1 


ft 


R j4 


"5 R 


7 4 9 


X 


n n 


1 fi 
X 0 . 


"X Q 

. J 27 


ATOM 


812 


0 


GLU 


A 


147 


16 


.138 


5 


.299 


34 


.772 


1 


. 00 


18 . 


.15 


ATOM 


813 


CB 


GLU 


A 


147 


13 


.660 


3 


.769 


36 


.015 


1 


.00 


22. 


.30 


ATOM 


814 


CG 


GLU 


A 


147 


13 


.269 


4 


.118 


34 


.575 


1 


.00 


25. 


.11 


ATOM 


815 


CD 


GLU 


A 


147 


12 


.876 


2 


.894 


33 


.729 


1 


.00 


25. 


.31 


ATOM 


816 


OEl 


GLU 


A 


147 


13 


.782 


2 


.106 


33 


.394 


1 


.00 


30. 


.02 


ATOM 


817 


OE2 


GLU 


A 


147 


11 


. 686 


2 


.723 


33 


.368 


1 


.00 


23 , 


.23 


ATOM 


818 


N 


LEU 


A 


148 


17 


. 013 


3 


.733 


36 


.096 


1 


.00 


14 


.22 


ATOM 


819 


CA 


LEU 


A 


148 


18 


.251 


3 


.652 


35 


.343 


1 


. 00 


14 . 


. 03 


ATOM 


820 


C 


LEU 


A 


14 8 


18 


. 138 


3 


.001 


33 


.953 


1 


. 00 


19 , 


.58 


ATOM 


821 


0 


LEU 


A 


148 


17 


.489 


1 


.954 


33 


,772 


1 


. 00 


17 , 


.45 


ATOM 


822 


CB 


LEU 


A 


148 


19 


.315 


2 


.944 


36 


.172 


1 


.00 


11, 


.14 


ATOM 


823 


CG 


LEU 


A 


148 


20 


.705 


2 


.855 


35 


.560 


1 


.00 


11. 


.21 



61/150 



a TOM 




om 




a 


ATOM 


Q O 
O ^ D 




T T?IT 


A 
A 


TV TOM 


o ^ o 




MT7T 


A 
A 


a TOM 


n 0 


V-A 


MTTT 
1*1 IL X 


A 


A TOM 


R O fl 

o ^ o 


o 


Mt?T 


A 


ATOM 


R9 Q 


o 


MPT 

1*1 Cj X 


A 


ATOM 


O J u 




MPT 

ITlCi X 


A 
t\ 


ATOM 


O J J. 


on 


MPT 


A 
A 


a TOM 


0 1 o 


■bJJ 


MPT 


A 


ATOM 


O J J 


OI7 


MPT 
1*1 l!i X 


A 
A 


ATOM 


O 4 
O «5 *± 


M 
iM 




A 
A 


a TOM 


P 1 
O J D 


L.A 


A QD 
AO f 


A 
A 


ATOM 


P"? ^ 

o ^ o 


o 


A 


A 
A 


ATOM 


P '7 


r\ 
\J 


A QD 
/\Olr 


A 
f\ 


a TOM 


P '3 P 


OT5 


A QD 
AO It 


A 
A 


ATOM 


O Q 




Aoir 


B 
A 


a TOM 


PAH 


oni 


BCD 
Aoir 


A 

A 


ATOM 


OA 1 
Ofl J. 


on "5 


BQD 

AO XT 


a 

A 


A TOM 


Q /I O 


"NT 


ax a 
AijA 


A 

A 


A TOM 

J\X UrQ 


PAT 


oa 

L,A 


aT a 

AijA 


A 

A 


A TOM 

J\XU£*1 


Q A 


r* 
L. 


ax a 


A 
A 


A TOM 


Q A C 


<J 


AT A 
AIjA 


A 

A 


ATOM 


Q A C 


oo 


a T a 
AijA 


A 

A 


ATOM 


O A "7 




a OM 
AoJM 


A 

A 


ATOM 




OA 

CA 


a OKT 

Aor4 


A 

A 


ATOM 






a OKT 

AoiM 


A 

A 


A TOM 


o c n 


vJ 


a CM 
AoW 


A 

A 


A T/^M 
Ai UM 


OCT 


OT3 


A 


A 


a TOM 

Ai Ui*l 


PR') 
O DZ 




A QTvT 


A 
A 


a TOM 

Ai Ufl 


P "3 


OTkl 
VjiJ J. 


a CM 


A 
A 


a TOM 

A J. vjjyi 


P C A 

ob4 




a CM 

AoJN 


A 

A 


a TOM 


P C; ET 

obb 


JN 


T PIT 


A 

A 


a TOM 

Al wJyi 


PRC 


OB 


T PTT 


A 
A 


ATOM 


Ob / 




T CTT 


A 

A 


a TOM 


P P 

obo 


r\ 


T.PTT 


A 
A 


ATOM 


P c: Q 




T PTT 


A 
A 


ATOM 
Ai UlVl 


Q ez ri 
ObU 




T CTT 


A 

A 


a TOM 
Ai Ui^ 


P C T 

o b X 




T PTT 


A 
A 


a TOM 

Ai UP'l 


D C O 

o b Z 


ono 


T PTT 


A 
A 


ATOM 


P o 


IVT 


ovc 

L. X o 


A 

A 


a TOM 


Q £ A 


OB 
UA 


ovc 
^xo 


A 

A 


ATOM 

ATOM 


O £ C 

oob 


L. 


OVO 

U. xo 


A 

A 


ATOM 


Q £ 
OOO 


\J 


ovc 
X o 


A 

A 


ATOM 


OCT 

Ob/ 




o vo 


A 

A 


A T/^M 


o ^ o 
obo 


oo 


ovc? 
L. X o 


A 

A 


ATOM 


o ^ o 
o b y 


IN 


ATA 

AIjA 


A 

A 


ATOM 


870 


CA 


ALA 


A 


ATOM 


871 


C 


ALA 


A 


ATOM 


872 


O 


ALA 


A 


ATOM 


873 


CB 


ALA 


A 


ATOM 


874 


N 


VAL 


A 


ATOM 


875 


CA 


VAL 


A 


ATOM 


876 


C 


VAL 


A 


ATOM 


877 


O 


VAL 


A 


ATOM 


878 


CB 


VAL 


A 


ATOM 


879 


CGI 


VAL 


A 


ATOM 


880 


CG2 


VAL 


A 


ATOM 


881 


N 


ILE 


A 


ATOM 


882 


CA 


ILE 


A 



FIG. 20 



148 21.451 4.189 

148 21,464 1.797 

149 18.820 3.619 
149 18.820 3.148 
149 20.130 2.454 
149 21.072 2.559 
149 18.658 4.327 
149 17.373 5.086 
149 15.962 4,060 

149 15.493 4.372 

150 20.207 1.802 
150 21.413 1.085 
150 22.380 ~ 1.845 
150 23.575 1.506 
150 21.037 -0.230 
150 20.243 -1.117 
150 20.675 -1.305 

150 19.177 -1.594 

151 21.892 2.860 
151 22.895 3.532 
151 22.325 4.780 
151 21.144 5.071 

151 23.395 2.525 

152 23.255 5.559 
152 22.834 6.768 
152 22.463 6.411 
152 22.850 5.384 
152 24.018 7.753 
152 23.540 9.137 
152 22.347 9.428 

152 24.517 10.021 

153 21,664 7.294 
153 21.356 7.079 
153 22.606 7.253 
153 22.734 6.709 
153 20.278 8.089 
153 19.170 7.451 
153 18.727 8.359 

153 19.602 6.127 

154 23.616 7.963 
154 24.877 8.139 
154 25.586 6.786 
154 26.235 6.509 
154 25.806 9.047 

154 25.188 10.670 

155 25.515 5.985 
155 26.140 4.682 
155 25.415 3.715 
155 26.062 2.949 

155 26.139 4.153 

156 24.081 3.791 
156 23.256 2.936 
156 23.401 3.318 
156 23.276 2.463 
156 21.757 3.013 
156 20.898 2.256 

156 21.552 2.450 

157 23.665 4.597 
157 23.832 5.101 



35 . 


64 0 


1 . 


00 


13 . 


69 


36 . 


305 


1 . 


00 


12 . 


65 


32 , 


988 


1 , 


00 


18 . 


65 


31 . 


618 


1 . 


00 


14 . 


79 


31 . 


345 


1 . 


00 


13 . 


07 


32 . 


123 


1 . 


00 


11 . 


86 


30 . 


640 


1 . 


00 


14 . 


73 


30 . 


763 


1 . 


00 


5 . 


61 


30 , 


627 


1 . 


00 


10 . 


51 


28 . 


976 


1 , 


00 


9 . 


66 


30 , 


184 


1 . 


00 


14 . 


05 


29 . 


787 


1 . 


00 


11 . 


22 


28 . 


922 ~ 


1 . 


00 


10 . 


09 


28 . 


, 898 


1 . 


00 


10 . 


09 


29 , 


, 130 


1 . 


00 


16 . 


26 


30 . 


, 037 


1 . 


00 


13 , 


51 


31 . 


, 189 


1 , 


00 


21 . 


61 


29 . 


. 635 


1 . 


00 


14 . 


13 


28 . 


- 203 


1 . 


00 


12 . 


49 


27 , 


. 362 


1 . 


00 


11 . 


41 


26 , 


. 650 


1 . 


00 


6 . 


60 


26 , 


. 685 


1 . 


00 


9 . 


62 


26 - 


.321 


1 . 


00 


15 . 


41 


26 , 


. 017 


1 . 


00 


8 . 


84 


25 . 


. 269 


1 . 


00 


12 . 


68 


23 . 


. 827 


1 , 


00 


14 . 


17 


23 . 


. 299 


1 . 


00 


12 . 


97 


25 . 


. 259 


1 . 


00 


15 . 


88 


25 . 


. 583 


1 . 


00 


21 . 


57 


25 , 


. 598 


1 . 


00 


22 . 


60 


25 . 


. 847 


1 . 


00 


22 . 


95 


23 , 


. 186 


1 . 


00 


15 . 


15 


21 . 


. 769 


1 , 


00 


15 . 


28 


20 , 


. 909 


1 . 


00 


17 . 


68 


19 . 


. 820 


1 . 


00 


21 . 


55 


21 . 


.339 


1 . 


00 


15 . 


, 66 


20 


. 478 


1 . 


00 


17 . 


. 15 


19 


.327 


1 . 


00 


10 , 


, 86 


19 


.840 


1 . 


00 


16 . 


. 75 


21 


. 398 


1 . 


00 


20 , 


. 01 


20 


. 688 


1 . 


00 


21 , 


.31 


20 


, 532 


1 . 


, 00 


24 . 


. 69 


19 


. 517 


1 . 


. 00 


23 , 


.42 


21 


.4 98 


1 . 


, 00 


21 . 


. 53 


21 


.924 


1 . 


00 


19 , 


. 73 


21 


.587 


1 , 


. 00 


24 , 


. 09 


0 1 


. O J. 3 




on 


22 


22 


20 


.676 


1. 


. 00 


21 . 


.75 


19 


.958 


1, 


. 00 


20< 


.49 


23 


.053 


1, 


.00 


22 . 


.67 


20 


.654 


1. 


.00 


20. 


.79 


19 


.800 


1. 


.00 


19. 


.64 


18 


.324 


1 . 


. 00 


21 , 


.10 


17 


.456 


1. 


. 00 


22 


.67 


20 


.202 


1. 


. 00 


18 , 


. 09 


19 


.209 


1 , 


. 00 


18 . 


.46 


21 


.586 


1 , 


. 00 


18 , 


.31 


18 


.046 


1, 


.00 


21 


.10 


16 


.681 


1, 


.00 


21 


.62 



62/150 



10/501002 



FIG. 2P 



M. i \Jl*l 


PPT 

O O J 


0 


TT-T? 
XXjC> 


A 
A 


X 3 r 


^ 0 • 


u 0 z 


4 _ 


, 471 


16 


. 108 


1 ^ 


. 00 


21 . 


87 




P R Zl 


Pi 


TT .1? 
X XjHi 


A 

A 


xo / 


^ 0 « 


X 17 X 


4 


. 226 


14 


. 898 




. 00 


20 . 


25 




p p c: 




TT TT" 


A 
A 


X3 / 


Z fx • 


u X 0 


c 


.66 9 


16 


.641 


1 


. 00 


21 . 


74 


a TOM 


P P ^ 
o o o 


L-vjX 


X XjCi 


A 
A 


X O / 




0 D Z 




.3 63 


16 


.670 


1 


. 0 0 


20 . 


08 


A T'^'N/T 
AivJIYl 


00/ 




TT C 
X XjCi 


A 

A 


X D / 


Z *± . 


7 7 




1 nfi 

. X VJ 0 


1 R 

X 0 ' 


79 

. 0 / ^ 


3_ 


. 0 0 


22 . 


3 6 




Q Q Q 
000 


OP»T 


TT C 


A 

A 


XO / 


9 9 


"7 9 
/ 0 z 


R 

0 1 


fl A n 

> 0 *x U 


1 

X 0 1 


• / 0 0 




, 00 


21 . 


43 


TV rp^M 


Q Q Q 
0 0 7 


M 


oXjJM 


TV 
A 


XO 0 


9^^ 
^ 0 • 


U J X 


4 


228 


1 

X 0 1 


. 998 




. 00 


20 . 


23 


A npOM 
A J. 


fl Q n 

0 7 U 


Cli 


OXjIN 


A 
A 


1 RR 
X 0 0 


9*7 


97fl 

Z r 0 


0 < 


• 0 *i 0 


16 


, 622 


1 


. 00 


19 . 


49 


a TOM 


POT 

0 7 X 


p 


OXjIM 


A 
A 


1 R 
XO 0 


9*7 


X 0 0 


9 


. 171 


16 


. 296 




. 00 


21 . 


66 


A TOM 


P Q 0 


r\ 
\J 


OT M 


A 
A 


1 c^R 
XO 0 


9 R 


X / D 


]_ 


.580 


15 


.8 56 




. 00 


24 . 


62 


A TOM 


oy J 




OT M 


A 
A 


1 R 
XO 0 


9 R 


^ f \> 


0 

0 ' 


ft 1 


17 


.732 


3_ 


. 00 


22 . 


75 


A TOM 

AX vJIm 


0 y ft 




<^T M 


A 
A 


T c:R 
X 0 0 


9 R 


Q'^ 1 

^ J X 


0 


. X 0 / 


17 


8 09 


1 


. 00 


25 . 


62 


ATOM 
A X KJl'l 


R Q 
0 y D 


on 


VjXii>J 


A 
r\ 


1 ^R 
X. 0 0 


T n 


0 1./ ^ 


5 


. 003 


18 


.3 84 


1 


. 00 


28 . 


3 8 


ATOM 
A X \Ji*l 


R Q C 
0 j7 D 


OTTI 
VJC[< X 


r7T,M 

OXjIn 


A 
r\ 


1 RR 
J. 0 0 


J X • 


22 0 


4 


.555 


17 


.6 87 


1 


. 00 


2 9 , 


99 


A TOM 
AX WiM 






UXjIN 


A 
A 


1 c:R 
X 0 0 


1 fi 

J vl • 


*± 17 


0 


. 292 


1 Q 

X ? 


. 677 




. 00 


29 , 


, 10 


A TOM 


oy 0 


XT 

IN 


1*1 X 


A 
A 


X 0 y 


^ 0 • 


u 0^ 




, 540 


16 


. 571 


1 


. 00 


19 . 


.31 


A TOM 


PQ Q 


nil 

L'A 


Viilt 1 


A 
A 


xo y 


9 

^ 0 • 


7 / z 




. 139 


16 


. 250 


1 


. 00 


19 . 


. 50 


A TOM 


on n 


0 


luCi X 


A 


xo y 


9c; 
z 0 • 


X 0 7 


- n 


• X 0 0 


15 


. Oil 




. 00 


23 . 


. 14 


A TOM 

AX UiVl 


y u X 


U 


MT?T 


A 

A 


X 0 y 


94 


A "5 Q 

f4 J y 




9 n 

. / Z VJ 


1 A 

X fx 


n 

. 0 VJ 0 


1 

X 


on 

« VJ w 


24 


4 2 


A TOM 


0 n 0 

y u ^ 


on 


MCT 

mti X 


A 

A 


X 0 y 


9 c: 
z 0 . 


0x0 


VJ 


. 0 7 0 


1 7 

X / 


4 Q 
. fx 0 7 


X 


no 

. V \J 


1 R 

X 0 < 


9 0 


A TOM 


y Uo 




MITT 


A 

A 


X 0 y 


9 A 


X / y 




AHA 


1 "7 

X / 


. 17 j7 27 


T 
X 


no 


14 


14 


ATOM 


y 




MtPT 


A 

A 


X 0 y 


9 A 


9 T '5 
Zoo 




R A 1 
. Oft X 


1 Q 

X 7 


7 RA 

. / Ofx 


1 
X 


on 

. U VJ 


23 


4 6 


A TOM 


y u 3 




MITT 


TV 

A 


xo y 


9 9 
Z Z . 


Q9 

0 y z 


- 1 

X 


9 A 
« 0 Z fx 


1 Q 

X 27 


Q Q9 

• .7 7 Z 


1 


. 00 


14 


23 


A TOM 


one 

y uo 


XT 


OT TT 


A 


xo u 


9 

ZO . 


R 
000 


X 


9 

• 0 z 0 


1 4 
Xrx 


4 

• fx 0 27 


1 

X 


00 

m \J\J 


24 . 


, 45 


ATOM 


0 r\ T 

yo / 


0 A 


OT TT 


A 


X b U 


9 A 
Z4 . 


C "7 
DO / 


~ X 


• / 0 0 


1 *5 

Xo 


. Z Oo 


X 


on 

. VJVJ 


9 R 
ZO < 


01 

. V X 


A TOM 

Al Uirl 


Q 0 Q 

y u 0 


L. 


OT TT 


A 

A 


Xo u 


9 T 
ZJ . 


ICO 

0 0 U 


_ 0 

z 


QR 

. 0 y 0 


1 'I 
X 0 


7nQ 

. / VJ 7 


1 

X 


on 


9ft 
z 0 • 


QO 
• 7 u 


A TOM 

Ax OM 


Q r\ Q 

y 0 y 


U 


OT TT 
VjXjU 


A 

A 


X 0 u 


9 "5 
ZO . 


0/0 


_ •> 
0 


A Q 
. rx y 0 


1 A 
Xfx 


9 n 

. z 0 VJ 


n 

X 


00 

• VJ \J 


T 9 

0 z < 


. 0 0 


A TOM 


y 1 u 




OT TT 

LjXjU 


A 

A 


X D U 


9 c; 
z 0 . 


0 J X 


z 


. / z / 


1 9 
X Z 


.000 


n 

X 


on 

. VJ VJ 


9 

z 0 ' 


9 
. z 0 


A TOM 


y X X 


00 


OT TT 


A 

A 


X 0 u 


9 

z 0 . 


9 9 R 

z z 0 


_ 0 
z 


R 1 R 


1 1 

X X 


. VJ J7 0 


T 
X 


nn 

. VJ VJ 


2 7 


. 17 


A TOM 


y X 4^ 


OT^ 


OT TT 


A 

A 


X 0 u 


9 C 

z 0 . 


9 n 1 

Z X X 


_ 0 
0 


'7 "7 A 


X VJ 


T Q 9 
. 0 17 Z 


X 


n n 

. VJ VJ 


9 

z 0 . 


1 7 
• X / 


A TOM 


y X J 


OT?T 

UCiX 


OT TT 


A 

A 


Xo u 


9 C 

Zb . 


n A 

U Ofi 


- A 
ft 


Q ^"7 

. yo / 


1 n 
X u 


• OZ j7 


X 


no 

. VJ VJ 


9 7 

z / . 


. 7 0 


ATOM 


y xfi 




OT TT 


A 
A 


X 0 u 


9*7 
z / • 


xi 0 


_ -a 

0 


.226 


Q 


. 725 


]_ 


. 00 


3 1 


, 36 


A TOM 


y XD 


"KT 


T TTTT 


A 
A 


X 0 X 


9 9 
zz • 


94. n 

Zl u 


_ 1 

X 


. / U X 


XO 


• 0 3X 


1 

X 


00 

. VJ VJ 


29 


. 2 9 


A TOM 


y xo 


V-.A 


T TJ'TT 


A 
A 


X 0 X 


9 C\ 
Z • 




_ 0 
z 


9 

. z 70 


X 0 


• 70 / 




00 


29 


. 2 6 


A TOM 
AX \Jl*l 


Q 1 T 

y X / 




T TTTT 


A 
A 


X 0 X 


9 n 
z u . 


U X / 


_ 0 
z 


. 00 z 


1 9 
X z 


■ / 0 VJ 


X 


00 


28 


. 2 0 


A TOM 


y Xo 


pi 

u 


T TTT 


A 

A 


T 

X 0 X 


9 n 
z u . 


n 9 A 

UZ ft 


X 


R9 n 

. 0 Z VJ 


1 1 

X X 


. f 0 7 


X 


00 

• \J>J 


9Q 

Z 7 


• 77 


ATOM 


y X y 


on 


T CTT 


A 

A 


X 0 X 


9 n 
z u . 


9 n 

Z / Vj 


- 1 
X 


. 0 X 17 


X 0 


0 

. VJ 0 0 


1 

X 


nn 

. VJ VJ 


1 

0 X 


7*^ 
. / 0 


A TOM 

AX vJiYl 


0 0 n 
y z u 


00 


T CTT 


A 

A 


X 0 X 


X y . 


Q n "7 
y u / 


- n 


OA 9 
. VJ 1 z 


X 0 


. U VJ 0 




. 00 


3 0 


3 1 


A TOM 

AX Ufl 


y z X 


om 


T CTT 


A 
A 


X D X 


X y . 


n R 
u 0 0 


VJ 


9 R R 

• ZOO 


X 0 


.210 




. 00 


2 9 


. 64 


ATOM 
AX Vyjyi 


y z z 




T.T7T1 
XjCjU 


A 
A 


X 0 X 


91 
Z X . 


1 "70 
X / u 




ft 0"^ 
• 0 u 0 


X 0 


« VJ X VJ 


1 


. 00 


35 


. 08 


A TOM 


Q 0 0 

y^ J 


M 

JN 




A 

A 


XO^ 


xy . 


919 

. Z X Z 


0 


• ODO 


1 9 
xz 


Q4R 


X 


00 


24 


• 7 0 


A TOM 


y^4 


0& 


& CD 
Aoir 


A 


XO^ 


1 R 

xo « 


9 "5 "3 
Zoo 


.3 


• yo / 


1 1 

X X 


• 700 


1 

X 


00 

• VVJ 


23 


. 67 


ATOM 


Q 0 C 

y ^ !3 


/-I 


& CD 


A 

A 


XO^ 


1 "7 
X r • 


1 t%'7 
. X 0 / 


_ 0 
~ Z 


Qi n 
. y X VJ 


1 1 

X X 


R1 9 
. 0 X z 


1 

X 


00 

• VJW 


21 


. 63 


A TOM 

ATOM 


Q 0 ^ 


0 


A 0 T) 

AoF 


A 

A 


ICO 
X b 2 


X / . 


9 Q C 

> z y b 


— X 


.0x0 


1 9 
X z 


T 1 R 
.0x0 


X 


n n 

. U VJ 


9 A 
Z *i 


1 9 
. X z 


A TOM 

AX UM 


/ 


on 


A 0 D 

AoJr 


A 

A 


X b^ 


X / . 


coo 
. bz z 


— 0 


9 PA 
. Z oft 


1 9 
X z 


Am 

. fi VJ X 


X 


n n 

. VJ VJ 


9 1 

Z X 


Q n 

. 7 VJ 


ATOM 


92 8 


00 


A 0 n 
AoF 


A 

A 


T C 0 

X bZ 


X / . 


9 CI 

. z b X 


— 0 


9 c 
. z / b 


1 1 
Xo 


RAP 
. 0 ft 0 


X 


n n 

. VJ VJ 


9 n 

Z VJ 


7 c; 


ATOM 


92 9 


ODl 


ASP 


A 


Xo2 


T C 
Xb . 


r\ c 0 
Ub / 


c 
- 0 


r\ 7 p 
. U / 0 


X^ 


. X 0 X 


X 


n n 


9 A 
Z 'x 


7 R 
. / 0 


ATOM 


930 


0D2 


ASP 


A 


162 


18 . 


, 175 


-5 


.442 


14 


. 680 


1 


. 00 


23 


.53 


ATOM 


931 


N 


HIS 


A 


163 


16, 


,106 


-3 


.247 


11 


.070 


1 


.00 


23 


.69 


ATOM 


932 


CA 


HIS 


A 


163 


14 , 


.984 


-2 


.340 


10 


.815 


1 


.00 


24 


.26 


ATOM 


933 


C 


HIS 


A 


163 


13. 


.937 


-2 


.378 


11 


.898 


1 


.00 


24 


.23 


ATOM 


934 


0 


HIS 


A 


163 


13 . 


.153 


-1 


.435 


12 


.051 


1 


.00 


25 


.59 


ATOM 


935 


CB 


HIS 


A 


163 


14 , 


.324 


-2 


.664 


9 


.454 


1 


. 00 


25 


.62 


ATOM 


936 


CG 


HIS 


A 


163 


15, 


. 174 


-2 


.305 


8 


. 272 


1 


. 00 


27 


.11 


ATOM 


937 


NDl 


HIS 


A 


163 


15. 


,328 


-1 


.005 


7 


. 831 


1 


. 00 


24 


,70 


ATOM 


938 


CD2 


HIS 


A 


163 


15 . 


, 945 


-3 


.070 


7 


.462 


1 


.00 


28 


.10 


ATOM 


939 


CEl 


HIS 


A 


163 


16 . 


. 157 


-0 


.987 


6 


.804 


1 


.00 


24 


.28 


ATOM 


940 


NE2 


HIS 


A 


163 


16. 


.546 


-2 


.226 


6 


.559 


1 


.00 


26 


.23 


ATOM 


941 


N 


GLU 


A 


164 


13. 


.915 


-3 


.474 


12 


.649 


1 


.00 


25 


.49 



63/150 



10/501 



FIG. 2Q 



ATOM 




PA 


GLU 




164 


12 . 


936 


-3 . 


650 


13 . 


. 720 


1 . 


00 


23 . 


13 


ATOM 


7 *x J 


n 


GLU 




164 


13 . 


295 


-2 . 


753 


14 , 


. 904 


1 . 


00 


15 . 


55 


a TOM 


-? *± ** 


o 


GLU 




164 


12 . 


427 


- 2 . 


141 


15 . 


. 513 


1 . 


00 


14 . 


60 


ATOM 


*± 


CB 


GLU 


A 


164 


12 . 


883 


_ 5 , 


124 


14 . 


. 12 9 


1 . 


00 


2 9 . 


26 


ATOM 


Q4 
J? *± o 




GLU 




164 


12 . 


827 


- 6 . 


092 


12 . 


, 934 


1 . 


00 


37 . 


97 




Q4 7 


pn 




A 


1 64 

X V *3 


13 . 


817 


_ 7 , 


263 


13 . 


. 074 


1 . 


00 


43 . 


81 




Q4 P 


V-/Cj X 






164 


14 . 


826 


-7 . 


294 


12 , 


.326 


1 . 


00 


45 , 


, 99 


ATOM 


Q4 Q 




nT.TT 




164 


13 . 


589 


-8 . 


150 


13 . 


. 935 


1 , 


00 


44 . 


, 01 


ATOM 


950 


N 


ARG 




165 


14 . 


584 


-2 . 


672 


15 , 


. 189 


1 . 


00 


12 . 


.40 


ATOM 


7 3 -L 


PA 


ARG 




165 


15 . 


110 


- 1 . 


846 


16 , 


. 261 


1 . 


00 


15 . 


, 54 


ATOM 


7 ^ ^ 




ARG 




165 


15 . 


050 


- 0 . 


3 55 


15 . 


► 857 


1 . 


00 


18 . 


. 06 


TV TOM 


Q R 7 
J? 3 J 


o 


ARn 




X Q ^ 


14 . 


,479 


0 . 


488 


16 . 


. 556 


1 . 


00 


17 , 


. 13 


ATOM 


Q R4 

-? J *4 


PR 


ARG 


A 


165 


16 . 


563 


-2 , 


22 8 


16 , 


. 4 98 


1 . 


00 


14 . 


. 64' 


/\ X V-Zi'l 


Q R 

I? ^ 3 


pn 


ARG 




165 


16 . 


793 


-3 , 


685 


16 . 


.735 


1 , 


00 


18 . 


. 72 


ATOM 




pn 

v«X/ 


Apn 


A 


X o ^ 


16 . 


, 848 


-4 . 


, 072 


18 


. 198 


1 . 


00 


21 . 


. 86 


ATOM 




NE 


ARG 




165 


16 . 


, 861 


-5 . 


, 527 


18 


.362 


1 . 


00 


26 . 


.60 


ATOM 


7 3 O 


P7. 


ARG 




165 


17 . 


, 943 


- 6 , 


.293 


18 


.269 


1 . 


00 


27 . 


.31 


ATOM 




NHl 


ARG 




165 


19 . 


. 13 5 


- 5 . 


. 752 


18 


. 028 


1 . 


00 


30 . 


.44 


ATOM 


-7 D V 


NH2 


ARG 




165 


17 , 


.82 0 


_ 7 , 


.609 


18 


. 351 


1 , 


00 


27 . 


. 82 


ATOM 


961 


N 


MET 




166 


15 . 


. 642 


- 0 . 


.066 


14 


. 701 


1 . 


00 


18 . 


. 91 


ATOM 


I? o ^ 


PA 


MET 




166 


15 < 


702 


1 . 


.257 


14 


.121 


1 . 


00 


16 . 


. 85 


ATOM 




o 


MT?T 


A 


X o o 


1 4 
X *± . 


7 n 

. O O 


_ 


.8 97 


14 


. 0 82 


1 , 


00 


16 . 


. 90 


ATOM 


964 


o 


MET 




166 


14 . 


. 147 


3 . 


, 007 


14 


. 573 


1 . 


. 00 


17 , 


.46 


ATOM 






M'CT 
via X 




X o o 


X o • 


276 


1 , 


. 147 


12 


. 716 


1 , 


, 00 


21 , 


.41 


ATOM 


7 o o 


pn 


MPT 
1*1 Ci X 


A 


X Q Q 


X o • 


4 Q"^ 


2 . 


.449 


11 


. 988 


1 , 


. 00 


24 , 


. 12 


ATOM 


i7 D / 




MT?T 

1*1 III X 




X w O 


18 . 


. 115 


2 , 


.432 


11 


. 226 


1 , 


, 00 


32 , 


. 52 


ATOM 


2? O O 


PT? 


MTTT 

1*1 IL X 




X o o 


X Q < 


. 074 


0 


. 866 


10 


. 278 


1 , 


, 00 


32 , 


. 32 


ATOM 


Q ^ Q 

^ D J7 








1 fi7 
X o / 


13 


.34 3 


1 


.187 


13 


. 559 


1 , 


00 


14 


. 77 


ATOM 


Q 7 n 


PA 


SER 




167 


11 


. 996 




. 716 


13 


.4 87 


1 . 


. 00 


14 


. 86 


ATOM 






QPR 

•DCiX\. 


A 

A. 


1 fi7 

X D f 


11 


204 


]_ 


. 763 


14 


.8 05 


1 . 


00 


17 


. 43 


ATOM 


•7 / ^ 




SER 




167 


10 


,276 


2 , 


. 576 


14 


. 917 


1 . 


. 00 


18 


. 84 


ATOM 


7 / J 


PR 


SER 




167 


11 


, 195 


0 , 


. 953 


12 


.437 


1 . 


. 00 


18 


.44 


ATOM 


974 


on 




A 


1 fi7 

X D / 


11 


. 017 


- 0 , 


.404 


12 


. 823 


1 . 


. 00 


21 


.45 


ATOM 




IN 


TVR 

X X 1% 




1 6R 
X o o 


11 


. 483 


0 


. 859 


15 


.764 


1 . 


. 00 


17 


.75 


ATOM 


97 6 


CA 


TYR 




168 


10 


. 768 


0 


. 868 


17 


. 047 


1 , 


, 00 


14 


. 06 


ATOM 


Q'? 7 

7 / / 




TYR 


p^ 


168 


1 1 


286 


2 


. 086 


17 


. 785 


1 , 


. 00 


12 


. 00 


ATOM 


Q7 ft 

J7 / O 


o 


TYR 


p^ 


168 


1 0 


. 531 


2 


. 827 


18 


,4 00 


1 , 


. 00 


12 


. 54 


ATOM 


Q7 Q 


PR 


TYR 


p^ 


168 


11 


. 026 


- 0 


.410 


17 


. 8 79 


1 ^ 


. 00 


14 


. 3 2 


ATOM 


Q ft n 

_7 O U 


cn 


TVR 
X X Xv 


A 
t\ 


X o o 


X V/ ' 


261 


- 0 


. 4 53 


19 


,200 


1 . 


. 00 


10 


. 4 0 


ATOM 


Z7 O X 


GDI 


TYR 


P^ 


168 


8 


. 896 


- 0 


, 211 


19 


.247 


1 . 


. 00 


14 


.66 


ATOM 


7 o ^ 




TVR 
X X ^ 


A 


X o o 


X \J I 


. 905 


- 0 


. 698 


20 


. 4 01 


1 , 


. 00 


12 


. 40 


ATOM 




^ Ci X 


TVR 
X X 


A 


1 6R 

X u O 




> X 7 V 


- 0 


. 201 


20 


. 4 67 


X , 


, 00 


14 


. 22 


ATOM 


QR4 




TVR 

X X 1^ 


A 


X o o 


1 0 

X \J 


. 208 


- 0 


, 697 


21 


. 623 


1 . 


. 00 


6 


. 91 




Q ft c: 
i7 O D 


07 


TVR 
X X £\. 


A 


1 <^ft 

X D O 


o 
o 


ft 6 R 
. O O 3 


u 


4 4 R 

. ri 3 


21 


. 648 


1 


. 00 


11 


, 44 


ATOM 


j7 O O 


ow 


TVR 
X X r\. 


A 
rt. 


1 fift 
X o o 


Q 

o 


. 174 


- 0 


.426 


22 


. 854 


1 


. 00 


15 


. 18 


ATOM 


Qft 7 

J7 O / 


M 


T.TTTT 

Xj Hi U 


A 
/\ 


X O 17 


12 


. 586 


2 


.2 98 


17 


,686 


1 


. 00 


10 


. 99 




Q Q O 

y o o 


A 


T X?TT 


A 


± o y 




. 4^ Z X 




4 A 7 


1 ft 
X o 


7 Q'^ 

. 4S J7 J 


X . 


on 


X o 


7 


ATOM 


989 


c 


LEU 


A 


169 


12 


.631 


4 


.756 


17 


.748 


1 


.00 


15 


.32 


ATOM 


990 


o 


LEU 


A 


169 


12 


.190 


5 


.621 


18 


.516 


1 


.00 


14 


.97 


ATOM 


991 


CB 


LEU 


A 


169 


14 


.719 


3 


.399 


18 


.028 


1 


.00 


10 


.60 


ATOM 


992 


CG 


LEU 


A 


169 


15 


.513 


2 


.319 


18 


.742 


1 


.00 


11 


.30 


ATOM 


993 


GDI 


LEU 


A 


169 


16 


.999 


2 


.578 


18 


.525 


1 


.00 


12 


.03 


ATOM 


994 


GD2 


LEU 


A 


169 


15 


.166 


2 


.358 


20 


.234 


1 


. 00 


9 


. 04 


ATOM 


995 


N 


LEU 


A 


170 


12 


.592 


4 


. 872 


16 


.420 


1 


.00 


17 


. 54 


ATOM 


996 


GA 


LEU 


A 


170 


12 


. 051 


6 


. 045 


15 


.752 


1 


.00 


17 


.32 


ATOM 


997 


C 


LEU 


A 


170 


10 


.598 


6 


.259 


16 


.127 


1 


.00 


18 


.92 


ATOM 


998 


O 


LEU 


A 


170 


10 


. 169 


7 


.404 


16 


.372 


1 


. 00 


21 


.34 


ATOM 


999 


CB 


LEU 


A 


170 


12 


.180 


5 


.926 


14 


.230 


1 


.00 


15 


.04 


ATOM 


1000 


CG 


LEU 


A 


170 


13 


.436 


6 


.497 


13 


.569 


1 


.00 


16 


.49 



64/150 



FIG, 2R 



ATOM 


1001 


GDI 


LEU 


A 


170 


13 . 


, 849 


7 . 


, 801 


14 . 


.238 


1 . 


00 


15. 


81 


ATOM 


1002 


CD2 


LEU 


A 


170 


14 . 


. 565 


5 , 


, 538 


13 . 


. 628 


1 . 


00 


19 . 


02 


ATOM 


1003 


N 


TYR 


A 


171 


9 . 


. 842 


5 , 


. 163 


16 . 


. 177 


1 . 


00 


16 . 


52 


ATOM 


1004 


CA 


TYR 


A 


171 


8 . 


.416 


5 . 


. 198 


16 , 


. 541 


1 . 


00 


14 . 


86 


ATOM 


1005 


c 


TYR 


A 


171 


8 . 


. 178 


5 . 


. 805 


17 , 


. 964 


1 . 


00 


12 . 


63 


ATOM 


1006 


o 


TYR 


A 


171 


7 . 


. 165 


6 . 


. 463 


18 - 


. 240 


1 . 


00 


9 . 


35 


ATOM 


1007 


CB 


TYR 


A 


171 


7 , 


. 853 


3 . 


. 760 


16 . 


.462 


1 . 


00 


9 . 


52 


ATOM 


1008 


CG 


TYR 


A 


171 


6 . 


. 505 


3 . 


. 587 


17 . 


. 120 


1 . 


00 


4 . 


84 


ATOM 


1009 


GDI 


TYR 


A 


171 


5 . 


► 366 


4 , 


. 162 


16 . 


. 584 


1 . 


00 


5 . 


95 


ATOM 


1010 


CD2 


TYR 


A 


171 


6 . 


. 389 


2 . 


. 939 


18 . 


.338 


1 . 


00 


6 . 


08 


ATOM 


1011 


CEl 


TYR 


A 


171 


4 , 


. 153 


4 . 


. 109 


17 . 


. 246 


1 . 


00 


4 . 


75 


ATOM 


1012 


CE2 


TYR 


A 


171 


5 . 


. 173 


2 . 


. 891 


19 . 


. 010 


1 . 


00 


3 . 


46 


ATOM 


1013 


cz 


TYR 


A 


171 


4 , 


. 065 


3 . 


.479 


18 - 


.4 58 


1 . 


00 


3 . 


67 


ATOM 


1014 


OH 


TYR 


A 


171 


2 . 


. 864 


3 , 


. 467 


19 , 


. 127 


1 . 


00 


8 . 


68 


ATOM 


1015 


N 


GLN 


A 


172 


9 , 


. 099 


5 


. 503 


18 , 


. 875 


1 . 


00 


14 . 


87 


ATOM 


1016 


GA 


GLN 


A 


172 


9 , 


. 030 


5 , 


. 963 


20 , 


. 249 


1 . 


00 


14 . 


72 


ATOM 


1017 




GIiN 


A 


172 


9 , 


. 357 


7 , 


.460 


20 . 


.3 84 


1 . 


00 


14 . 


62 


ATOM 


1018 


o 


GLN 


A 


172 


8 


. 767 


8 


. 168 


21 , 


. 226 


1 . 


00 


12 . 


03 


ATOM 


1019 


CB 


GLN 


A 


172 


9 


. 956 


5 


. 107 


21 


. 112 


1 . 


00 


14 . 


49 


ATOM 


102 0 


CG 


GLN 


A 


172 


9 


. 403 


3 


. 735 


21 . 


. 412 


1 . 


00 


15 . 


16 


ATOM 


1021 


CD 


GLN 


A 


172 


10 


.305 


2 


. 94 8 


22 


. 334 


1 . 


00 


15 . 


71 


ATOM 


1022 


OEl 


GLN 


A 


172 


10 


. 043 


2 


. 854 


23 


. 533 


1 . 


00 


13 . 


46 


ATOM 


1023 


NE2 


GLN 


A 


172 


11 


. 376 


2 


. 3 64 


21 


. 776 


1 . 


00 


16 . 


53 


ATOM 


1024 


N 


MET 


A 


173 


10 


. 303 


7 


. 915 


19 


. 555 


1 . 


00 


16 . 


38 


ATOM 


1025 


GA 


MET 


A 


173 


10 


. 719 


9 


. 307 


19 


.498 


1 . 


00 


16 . 


01 


ATOM 


1026 




MET 


A 


173 


9 


. 526 


10 


. 136 


19 


. 014 


1 . 


00 


18 . 


08 


ATOM 


1027 


o 


MET 


A 


173 


9 


.413 


11 


.309 


19 


.365 


1 . 


00 


21 . 


67 


ATOM 


102 8 


CB 


MET 


A 


173 


11 


. 879 


9 


. 495 


18 


. 527 


1 . 


, 00 


13 . 


67 


ATOM 


1029 


CG 


MET 


A 


173 


13 


. 172 


8 


. 828 


18 


. 907 


1 . 


00 


12 . 


28 


ATOM 


103 0 


SD 


MET 


A 


173 


14 


. 465 


9 


. 098 


17 


. 676 


1 . 


. 00 


18 . 


92 


ATOM 


103 1 


CE 


MET 


A 


173 


15 


. 565 


7 


. 839 


17 


. 983 


1 . 


. 00 


11 . 


44 


ATOM 


1032 


N 


LEU 


A 


174 


8 


. 646 


9 


. 524 


18 


. 210 


1 . 


, 00 


15 . 


57 


ATOM 


J. J 


CA 


LEU 


A 


174 


7 


. 453 


10 


. 191 


17 


. 696 


1 . 


, 00 


12 . 


84 


ATOM 


1034 




LEU 


A 


174 


6 


, 272 


10 


. 134 


18 


. 663 


1 . 


. 00 


14 . 


56 


ATOM 


1035 


o 


LEU 


A 


174 


5 


. 423 


11 


. 013 


18 


. 649 


1 . 


. 00 


14 . 


93 


ATOM 


103 6 


CB 


LEU 


A 


174 


7 


. 007 


9 


. 591 


16 


. 359 


1 . 


, 00 


15 . 


43 


ATOM 


103 7 


CG 


LEU 


A 


174 


7 


. 818 


9 


. 716 


15 


. 061 


1 , 


. 00 


19 . 


, 44 


ATOM 


103 8 


CDl 


LEU 


A 


174 


7 


. 204 


8 


. 752 


13 


. 999 


1 , 


. 00 


14 . 


, 81 


ATOM 


103 9 


CD2 


LEU 


A 


174 


7 


. 844 


11 


. 174 


14 


. 554 


1 . 


. 00 


14 . 


90 


ATOM 


104 0 


N 


CYS 


A 


175 




. 131 


9 


. 043 


19 


.407 


1 . 


. 00 


14 . 


. 52 


ATOM 


104 1 


CA 


CYS 


A 


175 


5 


. 054 


8 


. 950 


20 


. 377 


1 . 


. 00 


16 . 


.46 


ATOM 






CYS 


A 


175 


5 


, 372 


9 


. 995 


21 


. 451 


1 . 


. 00 


17 . 


. 66 


ATOM 


1 04 




CYS 


A 


175 


4 


. 485 


10 


. 702 


21 


. 915 


1 . 


. 00 


20 . 


.36 


ATOM 


104 4 




CYS 


A 


175 


5 


. 03 6 


7 


.567 


21 


. 033 


1 , 


, 00 


19 . 


. 53 


ATOM 


1 04 5 


SG 


CYS 


A 


175 


4 


. 596 


5 


. 190 


19 


. 979 


1 . 


. 00 


20 . 


. 01 


ATOM 


104 6 


N 


GLY 


A 


176 


5 


. 645 


10 


. 052 


21 


. 854 


1 . 


. 00 


16 , 


. 83 








GLY 


A 


176 


7 


. 097 


11 


. 000 


22 


. 855 


1 , 


. 00 


19 . 


. 04 


ATOM 


1048 


C 


GLY 


A 


176 


6 


,873 


12 


.419 


22 


.385 


1. 


. 00 


18 . 


.61 


ATOM 


1049 


O 


GLY 


A 


176 


6 


.121 


13 


.169 


23 


.006 


1 , 


.00 


20. 


.79 


ATOM 


1050 


N 


ILE 


A 


177 


7 


.450 


12 


.761 


21 


.238 


1, 


.00 


20, 


.33 


ATOM 


1051 


CA 


ILE 


A 


177 


7 


.296 


14 


.098 


20 


.661 


1, 


.00 


20. 


.67 


ATOM 


1052 


C 


ILE 


A 


177 


5 


.822 


14 


.417 


20 


.428 


1, 


.00 


21 , 


.19 


ATOM 


1053 


0 


ILE 


A 


177 


5 


.403 


15 


.566 


20 


.545 


1 


. 00 


25 . 


.02 


ATOM 


1054 


CB 


ILE 


A 


177 


8 


. 080 


14 


.265 


19 


.322 


1 


. 00 


20 . 


.27 


ATOM 


1055 


CGI 


ILE 


A 


177 


9 


.566 


14 


.447 


19 


.595 


1 


.00 


16 , 


.70 


ATOM 


1056 


CG2 


ILE 


A 


177 


7 


.588 


15 


.460 


18 


.569 


1 


.00 


16 , 


.17 


ATOM 


1057 


CDl 


ILE 


A 


177 


9 


.865 


15 


.683 


20 


.397 


1 


. 00 


22 


.15 


ATOM 


1058 


N 


LYS 


A 


178 


5 


.011 


13 


.405 


20 


.170 


1 


.00 


20, 


.18 


ATOM 


1059 


CA 


LYS 


A 


178 


3 


.603 


13 


.659 


19 


.953 


1. 


.00 


20 


.86 



65/150 






Lvov 




T VC 
XlX O 


TV 

A 


ATOM 


10 D 1 




Xjx o 


TV 

A 


ALUM 


T £r o 
± U b ^ 


v_o 


T VO 

Xi X o 


A 

A 


Ai Ufa 


1 r\ ^ "3 
X U b J 




T VO 
Xi X O 


A 

t\. 


ATOM 


X Ub4 




T VO 

Xl X o 


A 
A 


ATOM 


^ e\ £z c 




T VO 
XlX O 


A 
A 


ATOM 


lUOD 


XT'? 


T VC 
XlX O 


TV 

A 


ATOM 


10o7 




TT T O 


TV 

A 


TV •T'/^lUf 

ATOM 


1 n £ o 

XObo 


L.A 


TT T O 

rllo 


A 

A 




1 n C Q 

X u b y 




U T O 

ri X o 


A 

A 


TV rp^w 


T rv T r4 
X U / 0 


/-V 

U 


U T O 

riXo 


A 

A 


AIOM 


X U / X 


Co 


TJ T O 

iiXo 


TV 

A 


AiOM 


T rv T o 
X U / ^ 




UT O 


A 

A 


ATOM 


T rv T "3 
XO /j 


JNUX 


U T o 
rlX o 


TV 

A 


ATOM 


T A T /I 

XU /4 




UT o 


TV 

A 


ATOM 


1 T c 

1075 


Cbil 


rllo 


A 


ATOM 


1076 


NE2 


UT O 

rllo 


A 


ATOM 


1077 


N 


T CTT 


TV 

A 


ATOM 


1078 


*^ A 

CA 


T CTT 


TV 
A 


TV T"^lV>f 

ATOM 


1 07y 


/-I 

C, 


LEU 


A 


ATOM 


10 80 


0 


LEU 


A 


ATOM 


1081 


Q-Jd 




A 

A 


ATOM 


T A O O 




T 'CTT 


TV 
A 


ATOM 


T O T 


L.D1 


T 'CTT 


TV 
A 


ATOM 


1 A O /I 

10o4 




T CTT 


TV 
A 


ATOM 


1 n o c 
10o5 


N 


UT O 

Hlo 


TV 
A 


ATOM 


1086 


CA 


HIS 


A 


TV fnr^K/i 

ATOM 


10 8 7 


L. 


HIS 


A 


TV T'/^TV/T 
Al OM 


1 n Q D 

X U o 0 


r\ 
\J 


TT T O 

rlXo 


A 
A 


ATOM 


10 89 


CB 


HIS 


A 


ATOM 


1090 




HIS 


A 

A 


ATOM 


1091 


JnUI 


UT O 

rllo 


TV 

A 


ATOM 


1 A O O 




UT O 

Hlo 


TV 

A 


ATOM 


loy J 


Cc<l 


UT e 
Hlo 


TV 

A 


TV Ti/^M 

AIOM 


X u y 4 


JMci^ 


UT O 

rllo 


A 

A 


ATOM 


T A Q c: 

X 0 y 3 


N 


OT7D 
OCjK 


TV 

A 


ATOM 


1096 


CA 


SER 


A 


TV Ti/^lViT 

ATOM 


10 97 




obK 


A 


ATOM 


10 98 


O 




TV 

A 


ATOM 


T A Q A 

109 9 


CB 


o m 


TV 

A 


ATOM 


1100 


OG 


SER 


A 


ATOM 


1101 


N 


ALA 


A 


ATOM 


1102 


CA 


ALA 


A 


TV rnr\H.tl 

ATOM 


1103 


C 


ALA 


A 


ATOM 


1104 


0 


ALA 


A 


ATOM 


1105 


CB 


ALA 


A 


ATOM 


1106 


N 


GLY 


A 


ATOM 


1107 


CA 


GLY 


A 


ATOM 


1108 


C 


GLY 


A 


ATOM 


1109 


O 


GLY 


A 


ATOM 


1110 


N 


ILE 


A 


ATOM 


1111 


CA 


ILE 


A 


ATOM 


1112 


C 


ILE 


A 


ATOM 


1113 


0 


ILE 


A 


ATOM 


1114 


CB 


ILE 


A 


ATOM 


1115 


CGI 


ILE 


A 


ATOM 


1116 


CG2 


ILE 


A 


ATOM 


1117 


CDl 


ILE 


A 


ATOM 


1118 


N 


ILE 


A 



FIG. 2S 



178 3.021 14.122 

178 2.264 15.090 

178 2.882 12.385 

178 1.342 12.466 

178 0.831 13.317 

178 -0.664 13.641 

178 -0.937 14.847 

179 3.438 13.470 
179 2.928 13.780 
179 3.300 15.203 
179 2.459 16.017 
179 3,518 12.803 
179 2.790 12.784 
179 1.458 12.440 
179 3.217 13.032 
179 1.098 12.478 

179 2.148 12.831 

180 4.574 15.498 
180 5.122 16.807 
180 4.254 17.916 
180 3.833 18.847 
180 6.556 16.849 
180 7.665 16.998 
180 7.396 16.215 

180 8.981 16.643 

181 3.888 17.745 
181 3.090 18.731 
181 1.671 18.824 
181 1.023 19.864 
181 3.057 18.398 
181 4.388 18.473 
181 4.648 17.875 
181 5.533 19.087 
181 5.891 18.127 

181 6.452 18.863 

182 1.176 17.745 
182 -0.200 17.714 
182 -0.377 18.611 
182 -1.474 19.099 
182 -0.671 16.281 

182 0.088 15.684 

183 0.730 18.860 
183 0.761 19.724 
183 1.369 21.090 
183 1.817 21.832 

183 1.541 19.042 

184 1.393 21.394 
184 1.906 22.660 
184 3.398 22.801 

184 3.924 23.884 

185 4.092 21.709 
185 5.534 21.738 
185 6.106 21.419 
185 5.691 20.448 
185 6.044 20.679 
185 5.433 20.950 
185 7.557 20.723 

185 5.470 19.754 

186 6.983 22.285 



66/150 



21 , 


. 278 


1 . 


00 


21 . 


. 67 


21 . 


. 324 


1 . 


00 


22 . 


. 72 


19 


. 453 


1 . 


00 


22 


. 57 


19 


. 3 85 


1 . 


00 


23 


.42 


18 


.231 


1 . 


00 


23 


.55 


18 


. 3 69 


1 , 


00 


25 


, 60 


19 


. 258 


1 , 


00 


30 


. 22 


22 


. 3 60 


1 . 


00 


21 


.34 


23 


. 692 


1 , 


00 


19 


. 74 


24 


. 066 


1 . 


00 


20 


.78 


24 


. 1 Q 7 




00 


19 


. 29 


24 


. 714 


1 . 


00 


19 


. 07 


26 


. 024 


1 , 


00 


18 


. 62 


26 


. 133 


1 , 


00 


19 


. 00 




9 fli 

. ^ O X 


]^ ^ 


00 


16 


. 10 


27 


.4 00 




00 


16 


. 49 


^ o 


lis 

• X X o 






16 


, 27 




. o o ^ 




00 


22 


. 10 


94 

Z> *x 


.166 


3^ _ 


0 0 


22 


. 4 9 




.528 


3^ ^ 


00 


24 


. 20 


24 


.212 


3_ _ 


00 


26 


. 51 




,643 


3^ ^ 


00 


14 


. 03 


24 


. 674 


1 ^ 


00 


12 


. 96 




• 17 X X 


1 . 


00 


14 


. 52 




. V / X 


1 , 


, 00 


11 


. 14 


99 


9 Rfl 

• 42 3 O 




on 


26 


. 53 


91 






00 


24 


. 04 


22 


.031 


1 ^ 


. 00 


24 


. 90 


21 


. 866 


1 _ 


. 00 


25 


. 57 


9 n 


04 

. VJ *4 O 




00 


22 


. 90 




R4 




► 0 0 


19 


. 53 


18 


. 171 




00 


20 


. 99 




74 R 


;L 


on 


20 


. 47 


X / 


fli 9 

• O X ^ 




00 


19 


. 62 


X o 


7 


n 

X • 


on 

> V V 


21 


. 72 


99 


• O .P *± 


X 1 


on 

■ \J V 


9fi 


. 3 6 


9 


191 

. X ^ X 


X . 


on 


25 


.41 


94 


. o ^ o 


1 


00 


23 


. 05 


24 


R7R 
. Q / o 


2_ 


. 00 


2 3 


. 5 0 




4 1 n 

• 'x X u 


T 

X . 


n n 

• V V 


9 ^ 


09 




44 1 
• 4 ^ X 


X . 


nn 

• V V 


9 9 


4*^ 


9 R 


n 9 


X < 


nn 

• U V 


9 R 


7 n 


9 ^^ 


9 9 9 


X . 


nn 

• V V 


9"^ 


4 7 


9 c; 


ft fl4 
. O O ft 


X . 


nn 

. V V 


9 1 

^ X 


1 9 
• x^s 


^ b 


T 7 


1 

X . 


nn 

. V V 


1 Q 

X J7 


fi9 




^ Q 
. J D O 


X 


n n 


9*5 


CJ4 




. Dyx 


X 


A A 

. ou 


Z X 


. X o 


24 


.117 


1 


.00 


19 


.99 


24 


.158 


1 


.00 


20 


.18 


23 


.952 


1, 


.00 


27 


,13 


24 


.398 


1 


.00 


19 


.83 


24 


.460 


1 


.00 


17 


.77 


23 


. 079 


1 


.00 


19 


.73 


22 


.451 


1 


.00 


20 


.08 


25 


.507 


1 


. 00 


16 


. 71 


26 


.874 


1 


. 00 


15 


.07 


25 


. 644 


1 


. 00 


15 


. 10 


27 


.801 


1 


.00 


17 


.54 


22 


.573 


1 


.00 


20 


.86 



FIG. 2T 



ATOM 


1119 


CA 


ILE 


A 


186 


7 . 


. 665 


22 . 


044 


21. 


306 


1 . 


00 


22 . 


18 


ATOM 


1120 


Q 


ILE 


A 


186 


9 . 


. 151 


22 . 


138 


21 . 


659 


1 . 


00 


21 . 


75 


ATOM 


1121 


o 


ILE 


A 


186 


9 . 


. 658 


23 . 


179 


22 . 


081 


1 . 


00 


27 , 


20 


ATOM 


1122 


CB 


ILE 


A 


186 


7 , 


. 214 


23 . 


015 


20 . 


153 


1 . 


00 


24 . 


64 


ATOM 


1123 


CGI 


ILE 


A 


186 


5 , 


. 732 


22 . 


796 


19 . 


843 


1 . 


00 


23 . 


72 


ATOM 


1124 


CG2 


ILE 


A 


186 


8 . 


. 000 


22 , 


750 


18 . 


861 


1 . 


00 


17 . 


81 


ATOM 


1125 


GDI 


ILE 


A 


186 


5 . 


. 268 


23 . 


484 


18 . 


577 


1 . 


00 


27 . 


86 


ATOM 


1126 


N 


HIS 


A 


187 


9 . 


. 799 


20 . 


981 


21 . 


587 


1 . 


00 


19 . 


52 


ATOM 


1127 


CA 


HIS 


A 


187 


11 . 


. 207 


20 . 


786 


21 . 


931 


1 . 


00 


18 . 


54 


ATOM 


1128 


c 


HIS 


A 


187 


12 , 


.210 


21 . 


732 


21. 


268 


1 . 


00 


18 . 


78 


ATOM 


112 9 


Q 


HIS 


A 


187 


12 . 


. 834 


22 . 


542 


21 . 


932 


1 . 


00 


20 . 


80 


ATOM 


113 0 


CB 


HIS 


A 


187 


11 


. 576 


19 . 


330 


21 . 


601 


1 . 


, 00 


10 . 


73 


ATOM 


1131 


CG 


HIS 


A 


187 


12 


. 629 


18 . 


740 


22 . 


,481 


1 . 


, 00 


3 . 


47 


ATOM 


1132 


NDl 


HIS 


A 


187 


13 


. 960 


19 . 


081 


22 . 


396 


1 , 


. 00 


6 . 


36 


ATOM 


1133 


CD 2 


HIS 


A 


187 


12 


. 555 


17 . 


774 


23 . 


,424 


1 . 


, 00 


2 . 


00 


ATOM 


1134 


CEl 


HIS 


A 


187 


14 


. 661 


18 . 


.349 


23 . 


, 239 


1 . 


. 00 


2 . 


00 


a TOM 


X X .9 


NE2 


HIS 


A 


187 


13 


. 829 


17 . 


, 547 


23 , 


, 872 


1 . 


. 00 


2 . 


00 


ATOM 


1136 


N 


ARG 


A 


188 


12 


.411 


21 , 


534 


19 , 


, 968 


1 . 


. 00 


19 . 


66 


ATOM 


X X ^ / 


PA 


ARG 


A 


18 8 


13 


. 348 


22 . 


, 293 


19 . 


, 146 


1 , 


. 00 


16 . 


52 


ATOM 


113 8 


Q 


ARG 


A 


188 


14 


. 83 6 


22 , 


. 006 


19 . 


, 298 


1 . 


. 00 


15 . 


, 80 


ATOM 


113 9 


0 


ARG 


A 


188 


15 


. 639 


22 , 


. 568 


18 . 


. 560 


1 , 


. 00 


15 . 


23 


ATOM 


114 0 


CB 


ARG 


A 


188 


13 


. 045 


23 , 


. 789 


19 , 


. 177 


1 . 


. 00 


14 . 


. 87 


ATOM 


1141 


CG 


ARG 


A 


188 


11 


. 82 9 


24 . 


, 129 


18 . 


. 351 


1 . 


. 00 


18 . 


. 15 




1142 


CD 


ARG 


A 


188 


10 


. 890 


25 . 


. 057 


19 . 


. 053 


1 . 


. 00 


22 . 


, 53 


a TOM 


1143 


NE 


ARG 


A 


188 


11 


. 487 


26 . 


► 372 


19 . 


. 211 


1 . 


. 00 


27 , 


. 78 


ATOM 


1 1 

X X*± "x 




ARG 


A 


188 


11 


. 650 


26 . 


. 963 


20 , 


.387 


1 , 


. 00 


33 . 


.29 


ATOM 


1 1 4 "5 
X x*± ^ 


NHl 


ARG 


A 


188 


11 


. 251 


26 . 


. 333 


21 . 


.491 


1 , 


. 00 


41 . 


. 12 


ATOM 


114 6 


NH2 


ARG 


A 


188 


12 


. 242 


28 . 


. 151 


20 , 


. 473 


1 , 


. 00 


27 . 


.48 


ATOM 


114 7 


N 


ASP 


A 


18 9 


15 


, 222 


21 , 


. 138 


20 , 


. 236 


1 


. 00 


15 . 


. 50 


ATOM 


114 8 


CA 


ASP 


A 


18 9 


16 


. 638 


20 , 


. 780 


20 , 


. 379 


1 


. 00 


13 . 


. 83 


ATOM 


1149 




ASP 


A 


18 9 


16 


. 861 


19 


. 314 


20 . 


. 692 


1 


. 00 


15 . 


.26 


ATOM 


1150 


0 


ASP 


A 


189 


17 


. 738 


18 


. 965 


21 , 


.453 


1 


. 00 


16 . 


. 82 


ATOM 


1151 


CB 


ASP 


A 


189 


17 


. 373 


21 , 


. 650 


21 , 


.396 


1 


. 00 


14 , 


. 00 


ATOM 


1152 


CG 


ASP 


A 


189 


18 


. 880 


21 , 


. 538 


21 


.266 


1 


. 00 


12 , 


.97 


ATOM 


1153 


ODl 


ASP 


A 


189 


19 


.366 


21 


.256 


20 


. 151 


1 


. 00 


16 , 


.34 


ATOM 


1154 


OD2 


ASP 


A 


189 


19 


. 595 


21 


. 720 


22 


. 270 


1 


. 00 


20 , 


. 60 


ATOM 


1155 


N 


LEU 


A 


190 


16 


. 061 


18 


.458 


20 


. 071 


1 


.00 


18 


.38 


ATOM 


1156 


CA 


LEU 


A 


190 


16 


. 156 


17 


. 017 


20 


.260 


1 


. 00 


17 


. 27 


ATOM 


1157 


c 


LEU 


A 


190 


17 


. 489 


16 


. 511 


19 


. 704 


1 


. 00 


17 


. 59 


ATOM 


1158 


o 


LEU 


A 


190 


17 


. 781 


16 


. 718 


18 


. 529 


1 


, 00 


19 


. 56 


ATOM 


X X 3 7 


CB 


LEU 


A 


190 


15 


. 028 


16 


.339 


19 


.497 


1 


. 00 


18 


. 00 


ATOM 


X X O V 




LEU 


A 


190 


14 


. 03 9 


15 


.459 


20 


. 236 


1 


. 00 


19 


.47 


ATOM 


X X O X 


om 


T.RTT 


A 


190 


13 


. 442 


14 


. 528 


19 


.206 


1 


. 00 


24 


.47 


ATOM 


X X o ^ 




LEU 


A 


19 0 


14 


.706 


14 


. 649 


21 


.343 


1 


. 00 


17 


.28 


ATOM 


X X O J 


N 


LYS 


A 


191 


18 


.316 


15 


. 907 


20 


. 550 


1 


. 00 


14 


. 84 


ATOM 


X X O 1 


OA 


LYS 


A 


191 


19 


. 586 


15 


. 365 


20 


. 112 


1 


. 00 


13 


.20 


ATOM 


X XO D 




Xj X o 


7\ 


X 7 X 


19 


.767 


13 


. 973 


20 


. 714 


1 


. 00 


15 


. 81 


ATOM 


1166 


0 


LYS 


A 


191 


19 


.235 


13 


.671 


21 


.772 


1 


. 00 


15 


.29 


ATOM 


1167 


CB 


LYS 


A 


191 


20 


.744 


16 


.280 


20 


.480 


1 


.00 


11 


.69 


ATOM 


1168 


CG 


LYS 


A 


191 


20 


.654 


16 


.909 


21 


.812 


1 


.00 


15 


.09 


ATOM 


1169 


CD 


LYS 


A 


191 


21 


.862 


17 


.810 


22 


.036 


1 


.00 


22 


.46 


ATOM 


1170 


CE 


LYS 


A 


191 


21 


.492 


19 


.282 


22 


.275 


1 


.00 


25 


.84 


ATOM 


1171 


NZ 


LYS 


A 


191 


22 


.702 


20 


.087 


22 


.680 


1 


. 00 


33 


.38 


ATOM 


1172 


N 


PRO 


A 


192 


20 


. 533 


13 


.105 


20 


.049 


1 


.00 


19 


.16 


ATOM 


1173 


CA 


PRO 


A 


192 


20 


. 703 


11 


.735 


20 


.539 


1 


. 00 


17 


.61 


ATOM 


1174 


C 


PRO 


A 


192 


21 


.294 


11 


.682 


21 


.964 


1 


, 00 


14 


.91 


ATOM 


1175 


0 


PRO 


A 


192 


21 


. 023 


10 


.783 


22 


.747 


1 


. 00 


13 


.47 


ATOM 


1176 


CB 


PRO 


A 


192 


21 


.619 


10 


.990 


19 


.574 


1 


.00 


17 


.17 


ATOM 


1177 


CG 


PRO 


A 


192 


22 


.287 


12 


.021 


18 


.680 


1 


.00 


19 


.74 



67/150 



FIG. 2U 



a TOM 


X J- / o 




PPO 




1 

J. 7 ^ 


21 


. 274 


13 . 


. 253 


18 . 


799 


1 , 


00 


19 . 


71 




J. 1. / y 


TvT 
IN 


OCjK 


A 

M. 


X y J 




1 ^ft 

> X o o 


12 . 


> 0 0 


22 , 


270 




00 


14 , 


53 




l±o U 


A 
L,A 


CCD 


A 


X y J 


z z • 


ftl 

> O X D 


12 


. 0 3 X 


23 . 


581 




00 


14 . 


67 




1 X O 1 






A 
A 


X J7 O 


X . 


ftl 4. 

. O X *± 


1 9 

X ^ < 


ft ft ^ 

• 0 0 0 


24 . 


/ X 27 




00 


14 . 


06 


TV TT^fJf 


i. ± O 


VJ 




A 
A 


X y J 




. U / O 


X ^ < 


A9 9 


9 R 

^ 3 . 


ft ft4 
0 0 "i 


2 . 


0 0 


17 . 


22 


a TOM 


X X O J 




CT7P 
O litis. 


A 
A 


1 Q"^ 

J. 27J> 




• 7 v 


13 


73 8 


23 . 


598 


1 . 


00 


10 . 


46 


a TOM 


T 1 PA 
XXOft 






A 

n, 


X 27 J 




• ^ o o 


15 , 


, 023 


23 . 


592 


1 , 


00 


15 . 


44 


ATOM 


XX03 


NT 




A 


1 




. 642 


X O 1 


,441 


24 . 


347 


1 ^ 


00 


13 . 


38 


a TOM 
Ai VJI*! 


XXO D 


oa 




A 

M. 


X 27*± 


1 Q 


• O U / 


13 


. 678 


25 . 


352 


1 ^ 


00 


14 . 


45 


ATOM 
Ai 


X X O / 






A 

M. 


X J? 


1 ft 


. 522 


12 


.602 


2 5 . 


3 03 




00 


13 . 


47 


ATOM 

Ai VJrl 


X X O O 




Zi Q"NT 


A 
r\ 


X *± 


1 7 


4 1 Q 


12 


761 


2 5 . 


8 04 




0 0 


14 . 


24 


A TOM 
Ai 


1 1 Q Q 

X X o y 


L-D 


2i QTvT 
AoiM 


A 
A 


X 


1 ft 
X o 


Q Qil 
. ^ j7 


X 3 ' 


.055 


25 


096 


2_ . 


0 0 


20 . 


06 


ATOM 
Al UlYl 


1 ion 
X X Z7 u 


OO 




A 
n. 


X j7 


1 Q 


Q 9 ft 


X Ij . 


.118 


2 5 . 


614 


1 ^ 


00 


18 . 


16 


ATOM 

Al Kjn 


XX7X 


OFH 
L/l/X 




A 


1 QA 
X 17 fi 


1 Q 




17 


.24 2 


9 R 
^ 3 • 


116 




0 0 


18 . 


33 


ATOM 
Al VJIYI 


XX7^ 




& CM 


A 

A 


X y ft 


U 


. O 27** 


X3 > 




9fi 
^ 0 < 


> 0 *x 0 


1 ^ 


00 


19 . 


86 


ATOM 


XX? J 


JN 


XljC« 


A 
A 


xy 3 


1 ft 

X. o 


ft Ad. 
• o o *± 


1 1 

X X i 


• *X 0 27 


24 . 


626 




00 


13 . 


73 


ATOM 
Al VJIVI 


XX^4 


^A 




A 
A 


xy 3 


X r 




X w < 


• >J 3 X 


24 . 


592 




00 


11 . 


13 


ATOM 


xxyo 


/-I 

\^ 


TT T7 


A 
A 


X y 3 


*l ft 


A J, J. 
• Oil 


Q 

27 . 


n ft R 

. u 0 3 


9 R 
^ 3 . 


085 




00 


10 . 


3 8 


Al (JM 


X X y b 


r\ 

yj 




A 
A 


X y D 


1 Q 

X y 


ft 1 ri 

. O X u 


O 


ft 9 Q 


94 
^ ft . 


ft 1 "7 
I 0 X / 


1 

X . 


no 


7 ^ 


75 


Ai UIVl 


X X y / 




TT IT 
X IjCj 


A 
A 


X y D 


1 n 
X / 


A ft /I 

. fi O fx 


1 n 
X u 


. X 3 


9 "5 


1 R4 

. X 3 ft 


1 

X * 


no 


1 

X 3 . 


9 ft 
z 0 


AiOIVl 


X X y o 


L.vaX 


T T 17 
Xljlli 


TV 

A 


xy D 


X o 


•7 1 Q 

, / X y 


X X 


"5 7 ft 


9 9 


. D 0 27 


T 

X . 


n 0 


X 3 • 


74 


ATOM 


xxy y 




T T 


TV 

A 


xy D 


X O 


O T 


Q 
O 


Q A 9 

. y ft z 


9 1 
^ 3 < 




X * 


n 0 


1 0 
X u . 


3 3 


ATOM 


T o r\ 
X^U U 


OTM 
V^iJX 




A 

A 


Xy D 


XO 




XX 


. J u 0 


9 1 
^ X < 


> X / 0 


1 

X • 




X 3 . 


ft 

0 3 


ATOM 

AlUM 


X^ U X 




VAXj 


A 

A 


xy o 


X / 


ft Q*? 


Q 
O 


• ^ 27 ^ 


9 R 
^3 • 


ft 

1 0 0 3 


X . 


00 


10 . 


18 


A T'/^M 


T o r\ 1 


OA 

L.A 


T7AT 
VAIj 


A 

A 


xy b 


1 ft 
X o 


A C 
. DO 




n c 0 
. u 0 ^ 


£tO , 


"5 ft^ 


X . 




0 • 


3 3 


ATOM 


1 o o 
X^ U J 


L- 


T7A T 

VAXj 


TV 
A 


xy D 


T n 
X / 


Q 

. D / y 


3 


ft ^cn 
. 0 0 u 


9 

^ 0 < 




X • 


on 


c 

3 • 


9 9 
z z 


Al vjiu 


T o n /I 
X Z U 4 


\J 


T7A T 
VAXj 


A 
A 


1 Q 

X y D 


X D 


T ft R 
. O O 3 


3 


Qft 
. 27 0 ..J 


9 R 

^ 3 < 


788 


X . 


on 


2 . 


00 


Al UM 


T o c 
X U n 


Co 


TT" A T 

VAX) 


TV 

A 


X y fa 


1 Q 
X C5 


c; c: cr 
. 3 D D 


•7 


. X y 3 


9 7 


Q n "7 
. y u / 


X . 




3 . 


ft 7 
0 / 


ATOM 


1 o r\ ^ 
X^ Uo 


UoX 


T7 A T 

VAXj 


TV 

A 


xy o 


X y 


ft n 4 
. o U ft 


/ 


00 A 

. y y ft 


9 ft 


9 ft 4 
. z 0 ft 


X . 


n 0 


2 . 


0 0 


AlUM 


1 o n T 




A T 
VAXj 


TV 

A 


X y o 


1 "7 
X / 


1 O ft 




Q n ft 

. 27 u 0 


9 ft 
Z 0 . 


4 4 n 

. ft ft 


T 

X . 


0 n 


2 


0 0 


ATOM 

AlUW 


1 o n Q 
x^ Uo 


IN 


"\7Z1T 
VAXi 


A 

A 


xy / 


1 ft 
X o 


• ^ J o 


A 
fr 


. / X w 


9 


> U 4i 0 


3_ ^ 


00 


13 . 


84 


AT/^M 

AlUM 


T o n Q 
x^ u y 


IJA 


■\/21T 
VAXj 


A 

A 


xy / 


X / 




■3 


. ft fx 3 


9 <^ 

^ 3 < 


fi7R 

■ 0 f 3 


X • 


00 


15 . 


82 


AT/^M 

AlUM 


x^x u 


/-I 


\721T 
VAXi 


A 

A 


1 on 
xy / 


X / 


ft TO 

• O / 27 






9^^ 
^ 0 < 


> 0 ^ 0 


]_ ^ 


0 0 


17 . 


01 


ATOM 


X Z X X 


\J 


VAIj 


A 

A 


xy / 


1 ft 
X o 


. 27 27 X 




1 1 Q 
. X X 27 


9*7 


1 R9 

> X 3 Z 




00 


17 . 


00 


ATr^M 
Al \ Ji^ 


X Z X z 




\f AT 
VAXj 


A 
A 


1 Q"7 


1 ft 


nnft 
• u u O 


.3 


. U f* 3 


24 


9 m 

. z 3 X 


2 . 


0 0 


16 . 


24 


A T/^M 

Al vJIn 


XZ X J 


L.oX 


VAXi 


A 

A 


X y / 


X / 


* / 27 O 


ft 


9 9 9 


9 


9 ft 
.zoo 


1 

X . 




12 . 


0 9 


A T/^M 


X^S X^ 


oo r> 


T7A T 
VAXj 


A 

A 


ion 
xy / 


1 Q 

X y 


4 ft ft 
. ft o o 




. D J / 


94 


> z 0 0 


]^ ^ 


0 0 


10 . 


94 


ATOM 


X^ XD 


"NT 
JN 


T VO 
Xj X o 


A 
A 


X y o 


X b 


ft ft 
. O O 3 


X 


4 n c: 

. ft U 3 


9 


ft R 
. 0 3 0 


X • 


n 0 


1 R 

X 3 . 


5 5 


ATOM 


X^ Xo 


O A 

L.A 


Xj X o 


TV 

A 


1 Q Q 

X y o 


X / 


. X U / 


A 
U 


9 "5 9 


9 


ft 1 
. 0 0 X 


T 

X ■ 


n n 
u u 


2 0 


■ X 3 


A T'/^M 


XZX / 


/-I 
\^ 


T VC 
XjXO 


A 

A 


X y o 


X / 


Q A 

• ^ y o 


- n 


ft QQ 
. 0 27 27 


9 

Z 0 < 


Aft Q 

• 0 0 27 


T 

X • 


on 


21 , 


33 


ATOM 


n o n o 


U 


T VO 
IjX O 


A 

A 


xy o 


xo 


Q A ft 

. y fi o 


- n 




9 

Z3 < 


R R4 
. 33fl 


X ■ 


on 


9 "5 


Al 

. D X 


ATOM 


x^iy 


Co 


T VO 


TV 

A 


1 Q Q 

xy o 


X3 


. y u X 


_ n 
- u 


0 "7 
. U f 3 


9 ft 
^ 0 


Rft R 
. 3o3 


n 

X ■ 


0 0 


9 1 

Z X 1 


7"^ 

1 f 3 


A •yoM 
ATOM 


xz^ 0 


oo 


T VO 

Xi X b 


TV 
A 


1 Q Q 

xy o 


XO 


*> O Q 

. ^ z y 


- X 


. U ^ X 


9 Q 

z y 


7 Rft 
. / 30 


X . 


0 0 


9 9 


QO 

. 27 \J 


TV *T»/^K/I 

ATOM 


1221 


CD 


LYS 


A 


ly o 


X b 


/I Q /I 
. 4 O ft 


- U 


. b ft ^ 


J X 


. U J ft 


X . 


n n 

. u u 


1 Q 

X 27 . 


ft 0 

. 0 U 


ATOM 


1222 


CE 


LYS 


A 


ly o 


X4 


. UXj 


- U 


. y u u 


J u 


ft R T 
. 0 3 X 


X . 


n n 

. u u 


9 4 
Z ft . 


ft 9 
, 0 z 


TV >T»/^H* 

ATOM 


1223 


NZ 


LYS 


A 


1 y o 


X J 


. X^ z2 


~ U 


0 n cr 
. ^ U 3 


0 X 


ft 9 T 
. 0 Z 3 


X . 


0 0 


9 ft 
Z 0 . 


> 0 3 


ATOM 


1224 


N 


SER 


A 


199 


Xo 


. 1/3 


- X 


000 
.000 


0 "7 


. X X U 


X . 


. U U 


Z X . 


9 4 
. Z ft 


ATOM 


1225 


CA 


SER 


A 


199 


18 


.575 


-3 


.002 


26 


.260 


1. 


. 00 


21 . 


. 97 


ATOM 


1226 


C 


SER 


A 


199 


17 


.421 


-3 


.694 


25 


.529 


1 . 


.00 


19, 


.69 


ATOM 


1227 


O 


SER 


A 


199 


17 


.620 


-4 


.306 


24 


.490 


1. 


.00 


21, 


.65 


ATOM 


1228 


CB 


SER 


A 


199 


19 


.448 


-4 


.005 


27 


.040 


1. 


.00 


24 , 


.60 


ATOM 


1229 


OG 


SER 


A 


199 


18 


.742 


-4 


.608 


28 


.113 


1. 


.00 


28, 


.88 


ATOM 


1230 


N 


ASP 


A 


200 


16 


.210 


-3 


.541 


26 


. 045 


1 . 


. 00 


20 . 


.67 


ATOM 


1231 


CA 


ASP 


A 


200 


15 


.024 


-4 


.119 


25 


.418 


1 . 


. 00 


20 , 


.33 


ATOM 


1232 


C 


ASP 


A 


200 


14 


.504 


-3 


.197 


24 


.316 


1 . 


. 00 


21 , 


.43 


ATOM 


1233 


O 


ASP 


A 


200 


13 


.393 


-3 


.377 


23 


.816 


1, 


. 00 


21 , 


.33 


ATOM 


1234 


CB 


ASP 


A 


200 


13 


.915 


-4 


.434 


26 


.458 


1, 


.00 


22 


.61 


ATOM 


1235 


CG 


ASP 


A 


200 


13 


.503 


-3 


.219 


27 


.329 


1, 


.00 


27 


.20 


ATOM 


1236 


ODl 


ASP 


A 


200 


14 


.060 


-2 


.103 


27 


.160 


1. 


.00 


28 


.10 



68/150 



FIG. 2V 



/\ ± 


1 O *? '7 
J. Z O / 


on*? 
^uz 




A 
r\ 


Z U V 


1 9 
X z • 


3 7 J 


-3 . 


382 


28 . 


. 186 


1 , 


00 


26 . 


74 




T O "5 Q 
1 O 




C X O 


A 
t\ 


Z U X 


X ^ • 


J X f 


-2 . 


198 


23 . 


. 967 


1 . 


00 


21 . 


96 




T O "5 Q 
1 Z O ^ 


v^A 


C X O 


A 

r\. 


Z U X 


X 3 ■ 


007 




218 


22 


. 926 


1 , 


00 


22 . 


56 




J- U 


O 

V- 


OVQ 
X o 


A 

Jt\ 


Z V X 


14 


06 0 


_ Q ^ 


069 


23 


.3 09 


1 . 


00 


22 . 


96 




± Z fi ± 




C X o 


A 
r\ 


Z L> X 


X o • 


80 0 


0 . 


82 9 


22 


. 496 


1 . 


00 


22 . 


78 








OVQ 
C X o 


A 

■Tl 


9 m 

Z U X 


1 A 
XI • 


ft O J 


- 1 . 


7 J o 


21 


. 689 


1 . 


00 


23 . 


72 




1 "J A T 




C X o 


A 


9 m 

Z U X 


1 4 


R7P 


_ 3_ ^ 


138 


20 


. 161 


1 . 


00 


20 . 


78 


Al VJI*! 




XT 


THR 


A 


9n9 

z z 


X J . 


^ \J X 


-0 . 


117 


24 


. 516 


1 , 


00 


21 . 


58 


Al WP'! 




L.A 


TWP 

X nt\ 


A 
r\ 


909 
z u z 


12 . 


^ o o 


0 . 


931 


24 


. 960 


1 . 


00 


18 . 


,40 


A 1 L^Im 


X Z ft O 


o 


X nrv 


A 
/a 


9 09 

Z Z 


13 . 


402 


2 . 


2 12 


25 


. 086 


1 , 


00 


17 . 


, 04 


A 1 KJl'l 


J> Z ft / 


o 

\J 


THR 


A 

r\ 


2 02 


14 


63 0 


2 . 


158 


25 


. 289 


1 . 


00 


12 , 


,40 


A X KJl'l 


1 O il Q 
X Z fi O 


OR 


TWR 
X nrv 


A 

r\. 


2 02 


11 . 


768 


0 . 


539 


26 


,245 


1 . 


00 


21 . 


, 86 


ATOM 


J. Z ft ^ 


om 


X nx\. 




9 09 
z u z 


12 . 


641 


0 . 


2 77 


27 


. 3 53 


1 , 


00 


22 . 


. 3 9 


a TOM 
Al Vji^ 


1 o n 

X Z D U 




X n£\. 


A 
r\ 


9 09 
z u z 


1 o 

X V/ • 


Q2 7 

7 Z / 


- 0 . 


699 


25 


. 955 


1 , 


00 


17 . 


. 91 


A TOM 


J. Z 3 ± 


•fvT 


T.PTT 


A 


9 0*^ 

Z V J 


12 . 


737 


3 . 


352 


24 


. 882 


1 . 


, 00 


15 . 


. 72 


A TOM 
A± VJl*! 




V-.A 


T l?TT 


A 
A 


90*5 
Z U J 


1 

xo • 


ft ft J 


A 

ft > 


O J o 


24 


. 849 


1 , 


, 00 


15 , 


. 61 


A TOM 
Al UlVl 




/"» 


T TTTT 


A 
A 


90*^ 
Z 


1 9 
xz • 


7 QQ 
/ 7 7 


c 


/ O J 


9 R 

z ^ 


. 608 


1 , 


. 00 


12 . 


.44 


A TOM 


1 O A 
XZ 3rt 


o 


T.'CTT 


A 
A 


9 0*^ 
z 


n 1 

X X • 


-3 7"* 


5 , 


818 


25 


. 771 


1 , 


. 00 


14 . 


, 74 


a TOM 
Ai UIYl 


1 O 

XZ D D 


OR 
Co 




A 
A 


9 O*^ 
Z U ^ 


XJ . 


R Q T 
O 7 J 




0 26 


23 


3 70 


1 ^ 


. 00 


13 . 


. 34 


A TOM 

Al \jsyi 


X Z D O 




T "PTT 


A 
A 


9 0"^ 
Z U J 


1 A 

X fx . 


VJ ^ J 


6 . 


3 92 


22 


. 8 62 




. 00 


13 . 


. 72 


A TOM 
Al VJM 


T O C "7 
XZ3 / 


ooi 


XjCjU 


A 
A 


9 O "3 
Z U J 


1 A 
Xft . 


^ 

D O 3 


o . 


X o o 


2 1 


.4 59 


]_ _ 


0 0 


13 . 


. 05 


A TOM 

AlUM 


1 O C Q 


L.LJZ 


T RTT 


A 
A 


9 O 


1 9 
X Z . 


O O O 


/ . 


A 9 1 

ft Z X 


22 


.9 04 


3_ 


0 0 


7 


. 57 


ATOM 


T O C Q 




T VQ 
Xj X O 


A 
A 


9 OA 
Z Ufi 


1 "3 
X J . 


0 

O VJ J 


o * 


/ o o 


9 R 
z ^ 


.986 


1 . 


. 00 


12 


. 9 0 


ATOM 


1 o n 


oa 

k,A 


T VG 
1j X O 


A 

A 


9 OA 
ZU4 


X J . 


Oft 
U O J 


7 
/ ■ 


7 J X 


9fi 
z o 


• / VJ J 


\ 


. 00 


12 


. 4 8 


AiUM 


Xz D X 




T VG 
XjX O 


A 

A 


9 OA 
Z U4 


xo . 


O J VJ 


Q 
7 . 


941 

Z ft X 


9fi 

Z D 


• J O 7 


\ 


. 00 


13 


, 43 


ATOM 

AiUIrl 


TOCO 
XZoZ 


\J 


T VQ 
X)X O 


A 
A 


9 OA 
Z wft 


X 3 • 


o^;o 

U O VJ 


Q 

7 • 


9 R4 

Z ^ft 


9fi 

Z Q 


. 260 


1 


. 00 


15 , 


. 08 


ATOM 

Al 


XZO^ 


OR 
Co 


T VG 
Ij X O 


A 
A 


9 OA 
Z Ufi 


XO . 


1 A Q 

. Xft 7 


1 - 




28 


215 


\ 


. 00 


12 


. 82 


A TOM 
Al VJIYI 


T O C A 
X Z O 


OO 


T VQ 
Xj X O 


A 

A 


9 O A 
Z U ft 


1 9 
XZ • 


9 9 «^ 
z z o 


o . 


R fi9 

^ Q Z 


2 8 


. 723 


\ 


. 00 


12 


. 27 


A TOM 

Al vJI*i 


T O *C 
X Z O O 


on 
cu 


T VQ 
Xj X o 


A 

A 


9 OA 
Z VJ ft 


1 9 
X z . 


^77 


6 . 


186 


3 0 


. 146 




. 00 


16 


. 47 


Al vjn 


1 O 

Xz b D 


oc 


T VC 
1j X O 


A 
A 


Z U ft 


X X . 


A A 

. Ofi ft 


c 

3 . 


9 4"^ 
Z ft J 


"3 o 

J VJ 


7*^ 0 

. / J VJ 




oo 

. \J VJ 


13 


. 58 


AlUJVl 


IOC? 

Xz b / 




T VC 

IjX o 


A 
A 


9 OA 
Z Uft 


1 o 
X u • 


OCR 
, Z O O 


IT 

3 • 


Q 9 
7 3 Z 


J X 


0 1 ^ 

. VJ X 3 


\ 


oo 


18 


. 54 


ATOM 


Xz oo 


KT 


TT IT 


A 
A 


9 O 
Z U 3 


X J • 


on A 

. VJ Oft 


1 O 
X VJ . 


9^5 

J Z J 


9fi 

Z Q 


. 134 


\ 


. 00 


15 


, 04 


ATOM 


*1 O C Q 
XzD 7 


oa 

CA 


TT 17 
XXiCi 


A 
A 


9 O *^ 
Z U 3 


XJ • 


1 O 7 O 


1 1 

XX. 


O Z Q 


9 R 

Z 3 


. 872 


\ 


. 00 


15 


.29 


A TOM 

A 1 KJv'l 


T O "7 n 
XZ / U 


o 


X XtO 


A 
A 


90R 
Z U 3 


1 

XJ ■ 


Q9P 

1 7 Z O 


12 . 


9 "^7 

Z J / 


27 


. 262 


1 


. 00 


14 


.25 


ATOM 
Al win 


X Z / X 




TT T? 
X Xjd 


A 
A 


9 O R 
Z U 3 


X J < 


01 7 

> V/ X / 


1 9 
X z • 


9fi 
J z o 


z o 


. 070 


1 


. 00 


14 


. 09 


A TOM 
Al vJJYl 


n o ^7 n 
X Z / Z 


OR 


TT TT 
X XjCt 


A 
A 


9 O R 
Z \J 3 


1 9 
X z ■ 




1 9 
X z • 


3 ft J 


9R 

Z Z3 


. 062 


\ 


. 00 


18 


. 47 


A TOM 


X Z / J 


O0 1 


TT TT 


A 
A 


9 O 
Z VJ D 


1 9 
X z < 


A 1 7 
. ft X / 


11 . 


ft Q1 

O 7 X 


23 


. 718 


\ 


. 00 


19 


. 00 


ATOM 
Al \Jl*l 


X Z / ft 


c^z 


X XjCj 


A 
A 


9 O R 
Z \J 3 


X J . 


.418 


13 . 


919 


24 


.842 


1 


. 00 


17 


. 93 


ATOM 
A 1 KJl'l 


1 '7 R 
X Z / D 


OTM 


X IjCj 


A 
A 


9 O ^ 
Z U D 


11 


9 Rfi 
> Z Q o 


12 . 


571 


22 


. 962 


1 


. 00 


14 


. 77 


ATOM 


X Z / O 




T.T?TT 
XiIliU 


A 
A 


9 O^^ 
Z V./ O 


X 3 < 


1 AA 

> Xft ft 


1 9 
X z . 


> o O ft 


27 


. 544 


1 


. 00 


15 


. 06 


ATOM 
AJ.UM 


1 O "7 T 

Xz / / 


CA 


T T7TT 


A 

A 


9 O <C 

z u b 


X3 . 


A RO 
> ft 3 VJ 


XJ • 


9 Ofi 

' Z VJ o 


z o 


• o o u 


2_ 


. 00 


15 


. 7 9 


ATOM 
Al V^IYl 


XZ /O 


C 


T CTT 


A 

A 


9 O*^ 

z uo 


X 3 • 


1 ftl 
• X O X 


1 4 
Xft • 


704 

. / Uft 


9 Q 

Z 7 


. 121 




. 00 


20 


. 48 


ATOM 

AHJIYi 


XZ /y 


\J 


T TTTT 


A 

A 


90*^ 
ZUO 


X 3 • 


0*^4 
> VJ J ft 


1 R 

X 3 • 


1 OR 

' X u o 


1 0 

J VJ 


. 287 




. 00 


20 


. 24 


AlOIVl 


"1 O Q n 
Xz O U 


OR 

Co 




A 
A 


one 
Z U b 


X b . 


Q Q n 

. O 7 O 


1 9 
XZ . 


Q O 1 

. 7 VJ X 


9 Q 

Z 7 


9 oi 

. Z VJ X 


1 

X 


on 


3_1 


. 74 


Al ur'i 


Xz O X 


oo 
Co 


T TIT 


A 

A 


9 o 
z u b 


X / . 


"3 7 9 
> J / Z 


T 1 
X X . 


4 ^;ft 

. ft o o 


9 Q 

Z 7 


17 7 

. X J r 




00 

. VJ VJ 


11 


. 09 


Al vJIVl 


T O Q O 

X z o z 


om 
CUX 


T TTTT 


A 
A 


9 O C 

z u b 


X o . 


P A 
. O Oft 


T n 
X X • 


c; oo 

> D VJ VJ 


9 Q 

Z 7 


.4 09 


]^ 


. 00 


s 


. 65 


ATOM 


Izo J 


CU-i 


T CTT 


A 

A 


one 
Z U b 


Xb . 


R Q R 
► D O D 


1 o 
X u . 


R ft 

> D O D 


"3 O 
J VJ 


1 "54 
. X J ft 


X 


oo 

. VJ VJ 


7 


^ft 


ATOM 


1284 


N 


ASP 


A 


207 


15 , 


. 091 


15 . 


,521 


28 


.062 


1 


. 00 


21 


.50 


ATOM 


1285 


CA 


ASP 


A 


207 


14 , 


.878 


16, 


.961 


28 


.234 


1 


.00 


17 


.68 


ATOM 


1286 


C 


ASP 


A 


207 


13 , 


. 672 


17. 


.490 


27 


.490 


1 


.00 


18 


.35 


ATOM 


1287 


O 


ASP 


A 


207 


13 


.002 


16. 


.735 


26 


.789 


1 


.00 


20 


.08 


ATOM 


1288 


CB 


ASP 


A 


207 


16 


.133 


17 . 


.713 


27 


.797 


1 


.00 


21 


.59 


ATOM 


1289 


CG 


ASP 


A 


207 


16 


.380 


17 . 


. 644 


26 


. 273 


1 


.00 


29 


.58 


ATOM 


1290 


ODl 


ASP 


A 


207 


15 


.808 


16 . 


.778 


25 


.550 


1 


. 00 


31 


,34 


ATOM 


1291 


OD2 


ASP 


A 


207 


17 


. 184 


18 . 


.471 


25 


.799 


1 


. 00 


31 


.59 


ATOM 


1292 


N 


PHE 


A 


208 


13 


.433 


18 . 


.799 


27 


.611 


1 


. 00 


15 


.65 


ATOM 


1293 


CA 


PHE 


A 


208 


12 


.293 


19 . 


.456 


26 


. 958 


1 


.00 


13 


.93 


ATOM 


1294 


C 


PHE 


A 


208 


12 


.623 


20 , 


.581 


25 


.940 


1 


.00 


12 


.22 


ATOM 


1295 


O 


PHE 


A 


208 


11 


.741 


21. 


.317 


25 


.523 


1 


.00 


11 


.22 



69/150 



iO/501002 



FIG, 2W 



ATOM 


X 4b 7 Q 


PR 


PHE 




208 


11 . 


300 


19 . 


929 


28 


. 019 


1 . 


00 


12 


. 75 


ATOM 


X^27 / 


on 

V^Vj 


PHE 




208 


X yj • 


723 


18 . 


812 


28 


, 840 


1 . 


00 


17 


. 68 


a TOM 


X ^ 17 O 




PHE 




2 08 


1 1 
X X • 


. X *± 


18 . 


431 


30 


. 045 


1 . 


00 


19 


. 52 


t\ ± yjv'i 


X ^ J7 


ooo 

v_u^ 




A 


^ vj O 




592 


18 . 


131 


2 8 


.4 05 


1 . 


0 0 


18 


. 93 


a TOM 


1 '5 n n 


V,^Cj X 




A 

t\. 




1 n 

X yj • 


791 


17 . 


3 83 


3 0 


.799 


1 , 


00 


20 


. 99 


ATOM 


JLj\JX. 




PUP 


A 
i\ 


^ u o 


Q 
-7 • 


• V J O 


17 . 


082 


29 


. 145 


1 , 


00 


16 


. 66 


2VTOM 






PMP 


A 


^ u o 


q 


> O 9 O 


X 0 . 


704 




'749 


1 , 


00 


19 


.20 


ATOM 


J. J w J 


•NT 




A 
A 


^ U 7 


1 7 
X J • 




on 


0 D 0 


25 


. 524 


1 . 


00 


12 


. 18 


a TOM 
n X KJV'l 




oa 




A 
A 


o nQ 

^ W 7 


1 a. 

Xrt . 


p z ^ J 


21 . 


671 


24 


. 553 


1 . 


00 


20 


. 92 


TV TOM 


X J u o 


o 


OT.V 


^ 


0 HQ 

^ 17 


14 , 


.480 


23 


061 


25 


. 13 5 


1 , 


00 


26 


. 49 


TV TOM 


i J u o 


o 


OT .V 
VjtXj X 


A 


0 O Q 
^ VJ 7 


1 d 
X *± • 


Q1 1 

> 7 X X 


0 7 


1 QQ 


2 6 


. 2 84 


1 ^ 


00 


29 


. 37 


ZiTOM 
M.X \Ji*l 


1 "5 n '7 
X J u / 


IN 


T.PTT 


A 


O 1 O 
^ X u 


1 4. 
X t . 


1 c%4 


24 


n Q4 

VJ 27 rt 


24 


. 3 55 




00 


27 


. 55 


ATOM 


X J u o 


oa 


T.PTT 


A 
A 


0 1 Ti' 

^ X V 


14 
X *± • 


.280 


2 5 


4 81 


24 


.814 




00 


2 6 


. 3 8 


ZVTOM 
r\ X KJVl 


1 "5 n Q 

X^ U 17 


O 


T.PTT 

XjIIiU 


A 
A 


0 1 O 
^ X u 


1 0 
X z • 


Qf^ 7 

. -7 O J 


2 6 . 


1 93 


24 


894 


1 . 


0 0 


24 


. 27 


ATOM 


X X u 


o 


T.PTT 


A 


^ X u 


1 1 

X X • 


Q4R 

. -7 "x O 


2 5 . 


683 


24 


. 436 


1 ^ 


00 


22 


.45 


a TOM 


1 "71 1 

X ^ X X 




U Ti w 




210 


15 . 


227 


26 . 


293 


23 


. 931 


1 , 


00 


26 


. 72 


2VTOM 


X J x^ 




T.PTT 


A 


^ X Lf 


1 R 

X 3 • 


• O J 9 


^ ^ • 


7Q4 


22 


. 557 


X . 


00 


22 


.25 


ZVTOM 


X ^ X J 


om 


T.PTT 


A 


01 n 

^ X Lf 


1 

X O i 


• 3 ^ Z7 


24 . 


611 


22 


. 704 


1 ^ 


00 


24 


. 06 


ATOM 


X J X *± 


v_u^ 


T.PTT 

J_I Hi U 


A 


010 

^ X VJ 


1 d 
X •* . 


4 n 

. *± VJ J 


0 R 


4 63 


2 1 


.764 


1 . 


00 


21 


. 4 9 


ZVTOM 


1 7 1 

Xj±z> 


IN 


ai .a 


A 
A 


oil 

^ X X 


1 0 
X z • 


I -7 i7 D 


2 7 . 


7 Q1 

0 27 X 


25 


.474 




0 0 


25 


. 7 1 


ZiTOM 


1 7 1 <^ 
X ^ X o 


OA 


AJ_iA 


A 
A 


oil 

^ X X 


1 1 

X X . 


fl n 

■ O V^ 3 


0 fl 


2 09 


2 5 


. 631 




0 0 


25 


. 90 


ATOM 


X J X / 


O 


2iT.Zi 


A 
A 


oil 

^ X X 


1 1 

X X < 


1 fl 0 
. X o z 


0 fl 


R04 


04 


.2 72 


3^ ^ 


nn 


2 7 


. 4 9 


ATOM 


X J xo 


o 

\J 


ZVT.ZV 


A 

A 


01 1 

^ X X 


Q 

y • 


Q7 1 

> 27 / X 


0 fl 


R 7 Q 

0 0 27 


24 


0 R Q 
. z 27 


]_ ^ 


00 


3 0 


. 18 


A TOM 


1 n Q 


on 

V^J3 


AXjA 


A 

A 


01 1 
^ X X 


1 o 

XZ I 


1 ^0 
> X o ^ 


0 Q 

^ 27 . 


4 QH 

^ 27 


26 


7 RR 
• 0 3 0 


3_ ^ 


00 


28 


. 03 


ATOM 


T o o n 
X ^ ^ u 


JN 


TUP 


A 

A 


01 1 
^ X / 


O 1 
^ X < 


70 


"7 "7 


R4^ 


04 


Q07 

• 27^ / 


1 

X • 


on 


7 Q 

27 


01 


ATOM 


17 01 

± J A -L 


oa 


TUP 
X rirc 


A 
A 


O 1 "7 
^ X / 


01 

i6 X . 


Q1 O 

. 27XZ 


"7 




^ 0 


07Q 


1 ^ 


00 


40 


. 85 


ATOM 


X J ^ 


o 


TUP 

X rif\. 


A 
A 


01 1 
^ X / 


O 7 


4 n Q 

. *± V 27 


7 


nR4 




• 3 3 \J 




00 


40 


. 53 


ATOM 


1 7 O 7 
X J Z J 


o 


J. riK. 


A 
A 


O 1 7 
Z X / 


Ozl 


1 ^^7 
• X O J 


7 0 


Q7 

D 27 J 


0 c; 


f;4 R 




0 0 


4 1 


2 2 


ATOM 


1 7 O A 
X O Z rt 




TWP 


A 
A 


017 
Z X / 


O 1 
Z X . 


Oil 
• Z X X 


7 1 
J X . 


fl^^Q 

0 0 27 


0 


7 4 Q 

. 0 1 27 




0 0 


42 


. 0 9 


ATOM 


1 7 O 
X J Z O 


001 


1 rlK 


A 
A 


017 
Z X / 


O 1 
Z X . 


7 7 Q 

1 / J 27 


7 1 


n 1 7 

U X J 


0 R 


7 0 R 
. J Z 3 


T 

X . 


0 n 


4 7 


7 f> 


ATOM 


1 7 O ^ 


ooo 


J. rii\. 


A 
A 


O 1 "7 
Z X / 


1 Q 

X J7 . 


7no 


"7 0 


0*1 0 

> u ^ ^ 


0 


17 7 


^ 


n c\ 
\j \j 


42 


. 14 


ATOM 


1 7 O T 
Xj^ / 




PUP 


A 

A 


01 P 
^ X o 


0*7 


R'7 1^ 

> O .J 3 


'7 "7 


■7 flO 


07 


7R0 


1 

X • 


00 


0 0 


OQ 

. V/ 27 


ATOM 


1 70fi 
X J ^ O 


oa 


PUP 


A 
A 


01 R 
^ X O 


O R 


o<^o 


•7 "7 


0 RR 


OR 
^ 0 


1 "77 
• xo / 




00 


"7 R 


. 72 


ATOM 


1 7 O Q 
X J ^ 7 


V- 


PUP 


A 
A 


01 fl 
Z X o 


o c; 


> O O 27 


"7 0 


. i& 3 J 


0 Q 

^ 27 


01 7 

. Z X J 




00 


36 


. 3 1 


ATOM 


1 7 7 n 
X J ^ U 


o 


PUP 
±r n Hi 


A 
A 


O 1 R 
Z X o 


04 


fl 1 
• O X o 


■7 1 
J X . 


823 


7 n 


.033 




00 


34 


. 01 


ATOM 
r\ X KJVl 


17 7 1 
X J O X 


OR 


PUP 
±r 11 Cj 


A 
A 


O 1 fl 
Z X o 


0 ^ 


77 c; 


74 


666 


28 


53 7 




00 


3 3 


. 12 


ATOM 


17 7 0 
Xj J ^ 


oo 

V-»Vj 


PUP 


A 
A 


0 1 fl 
Z X o 


0 7 


0 74 


7 4 


flfi n 


Oft 


4 17 


1 , 


00 


2 8 


. 01 


ATOM 
J\ X win 


17 7 7 


om 


PUP 


A 


01 fl 
Z X o 


0 fl 


no fl 

. VJ z 0 


7 


,2 85 


2 9 


.469 


1 _ 


00 


23 


. 4 9 


ATOM 


17 7/1 


OF>0 


PUP 


A 
A 


0 1 R 
Z X o 


0 7 


Qo n 

• 27 Z U 


7 4 


4 Rfl 


2 7 


.244 


1 ^ 


0 0 


2 6 


. 3 0 


ATOM 
J\X yJS'l 


1 "7 7 
X ^ J 3 


OTTI 


PUP 
±r rid 


A 
A 


01 R 
Z X o 


O Q 


7 Q7 

• J 27 / 


"7 ^ 


41 fl 

1 rt X 0 


OQ 

Z 27 


7fi4 




00 


23 


. 12 


ATOM 
AX \jn 


1 "7 7 
X J J O 


OT?0 


PUP 


A 
A 


01 R 
^ X o 


OQ 

^ 27 < 


OQ7 
. ^ 27 / 


•7 4 


■^RQ 
• 27027 


07 


1 0 R 

• X^ 3 




00 


25 


. 69 


ATOM 


1 "7 7 7 


07 


PUP 


A 
A 


01 R 
^ X o 


O \J ■ 






n7fi 


28 


. 192 




00 


24 


. 92 


ATOM 


1 "J 7 Q 




MPT 


A 
A 


O 1 Q 

Z X J7 


O £ 


Q1 "7 
. 27 X ^ 


"7 1 
^ X . 




0 Q 

Z 27 


1 R4 
. X Oft 


X . 


00 


"7 7 


R R 


TV TTMJi 


1 7 7 Q 

X J -3 y 


OA 




A 
A 


O 1 Q 
Z X7 


O 7 


4 R 
. ft 0 D 


7 n 


one: 

. 27 U O 


7 n 


n Qfl 

. U 27 0 


X . 


n 0 


7 7 


fi7 


ATOM 
/\i VJl»l 


X J U 




M'CT 


A 
A 


O 1 Q 
Z X y 


O Q 
Z i7 


n 0 7 


7 1 

J X . 


n 04 


7 n 


n 0 R 

. VJ z 3 


T 

X . 




7 R 


. 79 


ATOM 


1 7 A 1 
X J ft X 


o 


MPT 


A 
A 


O 1 Q 
Z X ^ 


O Q 

Z 17 


c; c; ^ 

. D 3 0 


7 1 
J X . 




0 Q 

Z 27 


1 n R 

• X 27 


1 

X . 


no 


7 7 


. 2 0 


A TOM 


1 "Tl /I O 
X 


Co 




A 
A 


O 1 Q 
^X? 


O 7 


rt ^ fl 
. u 0 0 


0 Q 


4 Q 1 

, ft 27 X 


0 Q 

^ 27 


7 7 


X . 




4 1 
fx X 


7 <^ 


ATOM 


1343 


CG 


MET 


A 


219 


25 


. 906 


28 . 


,887 


30 


.439 


1 . 


00 


44 


.77 


ATOM 


1344 


SD 


MET 


A 


219 


26 


.233 


27. 


.124 


30 


.636 


1. 


00 


50 


.51 


ATOM 


1345 


CE 


MET 


A 


219 


24 


.764 


26. 


.343 


29 


.870 


1. 


00 


48 


.78 


ATOM 


1346 


N 


MET 


A 


220 


29 


.679 


30. 


.412 


31 


.006 


1. 


00 


38 


.17 


ATOM 


1347 


CA 


MET 


A 


220 


31 


.138 


30. 


.400 


31 


.048 


1. 


00 


40 


.05 


ATOM 


1348 


C 


MET 


A 


220 


31 


.621 


28 . 


.954 


30 


.873 


1 . 


00 


42 


.28 


ATOM 


1349 


o 


MET 


A 


220 


32 


.507 


28 , 


.471 


31 


.587 


1 . 


00 


40 


.47 


ATOM 


1350 


CB 


MET 


A 


220 


31 


.651 


31. 


. 017 


32 


.357 


1 . 


00 


40 


.79 


ATOM 


1351 


CG 


MET 


A 


220 


31 


.507 


32. 


.545 


32 


.443 


1, 


,00 


34 


.52 


ATOM 


1352 


SD 


MET 


A 


220 


32 


.795 


33 , 


.453 


31 


.587 


1, 


,00 


36 


. 04 


ATOM 


1353 


CE 


MET 


A 


220 


33 


. 047 


34 , 


.823 


32 


.693 


1. 


.00 


36 


.91 


ATOM 


1354 


N 


THR 


A 


221 


31 


.059 


28, 


.309 


29 


.853 


1. 


.00 


45 


.09 



70/150 



10/&01002 



FIG. 2X 



x\ ± yji'i 


1 cr 
X ^ 3 3 


oa 


X ni^ 






0 X < 


. 345 


26 . 


924 


29 . 


501 


1 


. 00 


47 


. 82 


ATOM 


± ^ 3 O 


o 


X nn. 


A 
A 




19 
0 z < 


628 


26 . 


629 


28 . 


710 


1 


. 00 


48 


. 65 


ATOM 


1 "5 Ci 


r\ 
\J 


X niv 


A 
A 


991 


1 1 


056 


27 . 


,4 21 


27 , 


855 


1 


. 00 


46 


. 82 




1 P 
X J J o 






A 


9 91 

^ ^ X 


1 n 


1 ftfl 
> X 0 0 


2 6 


313 


28 . 


685 




. 00 


48 


. 78 


a TOM 


1 "5 Q 
X J 3 


om 


TUP 


A 
A 


9 91 

4^ Z X 


1 n 


A 7 ^> 

► fx / D 


9 A 
Z ft > 


Q1 ft 

> 7 J 0 


28 . 


415 


1 


. 00 


50 


. 50 


A TOM 






TMP 
X nx^ 


A 
A 


9 91 

4b ^ X 


1 n 


m A 

> V X 1 


27 . 


066 


27 . 


349 




. 00 


47 


. 96 


ATOM 


± J O J. 


1ST 


PPO 


A 
A 


9 9 9 


1 1 


9 9 
> z 0 z 


9 

Z Q < 


A R D 

1 ft 0 u 


9Q 
z 7 • 


> w X 7 




00 


RO 

3 w 


. 08 


a TOM 




oa 

k-A 


DPO 


A 

A 


99 9 


1 A 


A 

■ fc 7 0 


9 A 

Z fx 1 




9ft 
z 0 • 


1 7Q 

> J / 7 




00 


fx 7 


.33 


A TOM 


X ^ O ^ 




PPO 


A 
A 


99 9 


14 


> X 0 0 


Z ft . 


9 

> ^ X 


27 . 


066 




. 00 


49 


. 92 


A TOM 


X J D 


r\ 

VJ 


DPO 


A 
A 


9 9 9 


1 R 

0 3 . 


n c: 1 
. u 3 X 


9 A 
Z ft . 


m Q 

. w X 7 


9 


210 


]^ 


. 00 


4 9 


. 18 


A TOM 


X J O 3 




PPO 


A 
A 


9 9 9 


1 R 

J 3 . 


> u / 0 


9 A 

Z *x . 


n 1 ft 
. u 0 0 


9 Q 
z 7 « 


.437 


]_ 


00 


4 9 


. 23 


a TOM 


1 C C 
X J D D 


OO 


PPO 


A 
A 


9 9 9 


1 A 


A ft >=; 

. fx 0 3 


9 A 

Z ft . 


R 9 1 

. 3 Z J 


10 


7 R9 


]_ 


. 00 


46 


. 35 


ATOM 


1 "3 '7 
X J D / 




PPO 


A 


9 9 9 


1 1 


0 A 
. V/ 0 fx 


9 A 

Z fx . 


9 Q 

. / I? 3 


in 


1 90 

' 0 ^ V 




. 00 


4 9 


. 4 0 


A TOM 


1 "5 Q 
X O O O 


"NT 


TVP 

X I K. 


A 
A 


9 9 "3 
Z ^ J 


1 9 


ft Q ^ 
. 0 J? D 


9 1 
Z J . 


ft 9Q 


9 

z 0 • 


Q1 7 

> 7 X / 




. 00 


4 8 


. 3 1 


a TOM 


T 1 C Q 
X^ 


L,A 


TVP 
X XK 


A 
A 


9 91 
^ Z J> 


1 9 

J Z < 


A 1 n 

• fx J V 


9 1 
Z J < 


1 R1 


9 

z 3 • 


71 A 

, / J ft 


1 

X 


00 


4fi 

fx 0 


R7 


ATOM 


inn 
X J / u 




TVP 


A 
A 


99*^ 


1 n 




9 1 
Z J • 


A m 

• fx 0 X 


9 R 
z 3 • 


9 Q1 

> Z 7.9 


1 

X 


00 


45 


. 04 


TV TOM 


X J / X 


\J 


TVP 


A 

A 


991 


1 0 


OA "7 


9 1 
Z ^ • 


A19 
. Tt J z 


9fi 
z 0 < 


OftO 


1 

X 


00 


42 


04 


2VTOM 


T O O 

X J / z 


OI3 


TVP 
1 XK 


A 

A 


991 


1 9 

J z < 


. 0 u 3 


9 1 

Z X . 


^1 A 


9 ^ 
Z 3 • 


Q1 

> 7 X D 


1 

X 


00 


A Q 
fx 7 


. 3 2 




1 "3 T "a 
X J / J 


oo 


TVD 
1 X K 


A 

A 


9 9 "3 
^ ^ J 


1 9 
J z 


ft 1 1 

. 0 ^ X 


9 1 
Z X . 


1 ft9 
. X 0 / 


9 7 
z / < 


1 AI 

. 0 ft 0 


1 

X 




RO 

3 VJ 


9 ft 

. z 0 


ATOM 


T "3 "7 A 
X J / 


0"ni 

L-iJX 


TVP 
X X rc 


A 
A 


9 9 "3 


1 A 


1 n ft 

. X u 0 


9 n 
z u . 


ft 9 9 
• 0 z z 


9 7 
z / « 


7 ft A 
, / Ofx 


1 

X 


on 


4 Q 

fx 7 


7 0 

. / VJ 


ZiTOM 


X J / D 


OD9 


TVP 

X X rc 


A 
A 


99 "3 
^ ^ ^ 


1 1 

■J X 


m / 0 7 


9 1 

Z X • 


1 nft 

. X VJ 0 


9 ft 


241 


3^ 


. 00 


51 


. 0 0 


TV TOM 


Xo / O 




TVD 
1 XK 


TV 
A 


9 91 
^ ^ J 


1 A 


19 9 
• ^ Z Z 


9 n 
z u . 


1 Q A 

> 0 y fx 


9 Q 
Z 7 I 


0 ft ft 
> \j 0 0 


1 

X 


00 

• \J u 


RO 
3 VJ 


1 1 

. X J 


TV TOM 


T "5 "7 T 
X J / / 


OTTO 


TVP 
1 XK 


A 

A 


9 91 


1 1 
J X 


Q71 


9 n 

Z U i 


, 0 t t 


9 Q 
z 7 1 


E^A A 
• 3ft Q 


1 

X 


00 


SI 


1 ft 

• X 0 


TV TOM 


T -a '7 Q 
Xj /o 




TVP 
X XK 


A 

A 


9 91 

J 


1 1 


9 R1 
. Z 3 X 


9 n 

z u . 


1 9 ^ 

> J z 3 


9 Q 

Z 7 • 


• 7 0 X 


1 

X 


00 

. VJ VJ 


SI 


1 1 


TV TOM 


1 "3 Q 

X J / y 


ou 


TVP 
X XK 


A 

A 


991 


1 1 


A A 7 
. fl fx / 


1 Q 

X y < 


Q1 1 
• y .J 


1 1 

J X . 


9fi9 
■ z 0 z 


1 

X 


00 


S4 

3fx 


ft7 


TV TOM 


1 ^ Q n 
X J o u 


IN 


V AXi 


A 
A 


994 
Z Z 1 


1 0 


ft ft 9 
. 0 0 Z' 


9 1 

Z J . 


9 Rfi 
• / 0 0 


9 A 

Z fx • 


0 09 

• L/ U Z 


1 

X 


00 


44 
ft"* 


4 1 
> fx X 


ATOM 


1 "3 Q 1 
X ^ o X 


02V 


T7A T 
V AXj 


A 
A 


9 9/1 


9 Q 

z y 


<^1 
. 0 J 3 


9 A 

Z ft . 


1 c;9 
. X 3 / 


9 1 

z ^ . 


191 
. 0 Z X 


1 

X 


00 

m \J\J 


49 
*t z 


Qft 
.70 


ATOM 
Al vJIn 


T "3 Q O 
X J O 


\, 


\72VT 
V AXj 


A 
A 


^ Z 


9 fl 
z 0 


A Q 
. ft y 3 


9 1 

z 0 . 


111 
. X J X 


9 1 

Z J . 


1 A Q 
. J ft 7 


1 

X 


no 

. VJ VJ 


4 1 

*x X 


. 4 4 


A "yOM 


T "3 Q "3 
X J O J 


r\ 
\J 


V AXj 


A 

A 


9 9 A 
Z Z ft 


9 n 
z 0 


9 n n 


9 1 
Z X 


Q A Q 
. 7 ft 7 


9 1 

Z J . 


<^ 9 Q 
> 0 z 7 


1 

X 


on 


4 1 
ft 0 


. 91 


A "yOM 


1 "3 Q /I 
X J O ^ 


oia 
Co 


V AXi 


A 

A 


9 9 A 
Z Z ^ 


9 Q 
z y 


. y X 3 


9 A 
Z t 


A A 1 
. ft ft X 


9 1 

Z X I 


ft OA 

► 0 VJfx 


1 

X 


0 0 

. VJ VJ 


42 


. 3 7 


A TORA 


1 "3 Q C 
X JOD 


oo 1 


■\7A T 

VAXi 


A 

A 


9 9 A 
Z ^ ft 


1 n 


. 0 / / 


9 

z 0 ' 


91 Q 

. / J y 


9 1 
Z X 1 


^ci «=; 

r 0 X3 


1 

X 


0 0 

. VJ VJ 


1 ft 
J 0 


• 0 3 


TV TOM 

AJ. vJIYl 


1 ^ Q £ 
X JOO 




VAXj 


A 

A 


9 9 A 
4S ^ ft 


1 n 




9 1 

Z J I 


9fi1 
. z 0 X 


91 

Z X 1 


91 9 

> Z XZ 


1 

X 


00 


41 


. 83 


TV TOM 


1 1 Q •? 
X Jo / 




VAXj 


A 

A 


9 9 
4S ^ 3 


9 7 
z / 


9 Q9 
• z y z 


9 1 

Z J • 


. pyo 


91 

ZO < 


09 C\ 
> \^Z 3 


1 

X 


00 


1ft 


. 56 


ATOM 


1 *3 a Q 
Xo oo 


OTV 
L.A 


VAXj 


TV 
A 


9 9 


9 c 
z 0 


19 9 
. XZ / 


9 9 

z z . 


99 
• / Z 3 


99 

z z . 


Q AI 

• 7 fx J 


]^ 


00 

• VJ VJ 


36 


. 2 9 


A T^OWI 

Ai vJirl 


T "3 Q Q 

X J o y 




'^7A T 


A 

A 


99 c: 
ZZ 3 


9 

z 0 


1 A 1 
. Xft 0 


9 9 
Z Z 


n ^ 9 
. u 0 z 


9 1 

Z X , 


A Q 
. 3 ft 7 


T 
X 


on 

. VJ u 


1 s 
J 3 


7 ft 
. / 0 


A "yovi 
Ai 


T "3 Q n 

X J y u 




"\7A T 
VAXj 


A 

A 


0 0 C 
3 


9 

z 0 


Q1 7 

, y X / 


9 9 
Z Z 


A A ^ 
. ft ft D 


9 n 
z u . 


7 ft 
.0/0 


1 

X 


. VJ VJ 


1 7 


1 ft 
. X 0 


Ai L/JYl 


T "3 Q T 

xo y X 


OT3 


T7 A T 
VAXj 


A 

A 


0 0 C 
3 


9 A 
Z 


ft n ft 
. 0 U 0 


9 1 
Z J 


. 3 X y 


9 1 

Z J . 


0 Q 
. U 7 3 


1 

X 


0 o 

. VJ VJ 


1 A 


9 
. z 0 


A TOM 
Ai Kjrl 


T "3 Q O 

X J y z 


OO T 


17AT 
V ALj 


A 

A 


9 9 
Z^ 3 


9 A 
Z *± 


ft 9 
.00/ 


9 A 
Z fx 


n ^ n 

. U 0 VJ 


9 A 

Z ft , 


A ft R 
. f± 0 3 


T 
X 


on 

. VJ VJ 


1 S 

0 3 


. 0 1 




T "3 Q "3 

X jy o 


00*3 


VAXi 


A 

A 


9 9 R 


0 A 
Z fi 


9 R 
. / 3 3 


9 A 
Z 'I 


n 

. 0 3 u 


9 9 

z z . 


n Q c; 
. u y 3 


X 


nn 

. VJ u 


1 9 
J z 


1 s 
. J 3 


ATOM 


T "3 QA 

X 




TUD 


A 

A 




9 R 
ZO 


1 0 9 
. ^ UZ 


9 1 
Z X 


n ^;i 

. U D X 


9 1 

Z X : 


1 A 1 
. 0 ft X 


X 


on 

• VJ VJ 


1 A 
.J fx 


1 1 


ATOM 


1 *3 Q C 

X jy b 


OA 

CA 


TtlD 

1 rlK 


A 

A 


9 9 C 


9 R 
Z3 


9 A Q 

• zft y 


9 n 
z u 


ion 
. ^ y u 


9 n 

z u < 


. U 3X 


1 
X 


00 


1 0 


• DO 


ATOM 


1 O O f 




THR 


A 

A 


b 


Z4 


1 1 n 
. XX U 


0 T 
z X 


rv 0 c 

. UZ3 


1 Q 

xy 


one 
. z /b 


X 


n n 


97 
Z / 


Q1 

. y X 


ATOM 


1 O Q "7 

xjy / 


u 


TUO 

X rlK 


A 

A 


0 0 


9 9 
ZZ 


Q 0 ^ 

. yoo 


9 1 
Z X 


rt ft ^ 
. u 0 b 


1 Q 

xy 


. / 0 / 


X 


n n 

. VJ u 


9ft 

z 0 


.70 


ATOM 


13 yo 


CB 


xHR 


A 


00 £ 

2zo 


z4 


0*7 0 

. y / 0 


X 0 


Q Q ^ 

. oyb 


0 Ci 

z u 


0 "3 "3 
. Z J J 


X 


n n 


-a 1 

J X 


7 9 
. / Z 


AlOM 


1 jy y 


UvjI 


i HK 


A 

A 


0 T 

zz 0 


z 0 


, Ubb 


1 Q 
X 0 


. ^ u 3 


9 n 
z u 


Q c 

. y 3 3 


X 


n n 

. U VJ 


1 A 

J ft 


n ft 
. VJ 0 


ATOM 


X4 UU 




i rlK 


TV 

A 


0 0 C 


Z ft 


•7 Q "3 

. / y 0 


1 ft 
X 0 


901 

. Z U J 


1 ft 
X 0 


ft Q1 

. 0 y J 


X 


n n 

. VJ VJ 


1 9 
0 z 


A 1 

. fx 0 


ATOM 


1401 


N 


7VRG 


A 


0 0 T 


z4 


. J y4 


0 1 

z X 


>i 0 /I 


1 Q 

Xo 


n 0 
. Ubz 


X 


n n 


9 

Z 3 


7 
. / 3 


ATOM 


1402 


CA 


ARG 


A 


227 


23 


.378 


22 


.135 


17 


.243 


1 


.00 


22 


.62 


ATOM 


1403 


C 


ARG 


A 


227 


23 


.056 


21 


.467 


15 


.895 


1 


.00 


20 


.44 


ATOM 


1404 


O 


ARG 


A 


227 


22 


.197 


21 


.943 


15 


.163 


1 


.00 


17 


.13 


ATOM 


1405 


CB 


ARG 


A 


227 


23 


.785 


23 


.589 


17 


.021 


1 


.00 


23 


.83 


ATOM 


1406 


CG 


ARG 


A 


227 


25 


.284 


23 


.761 


16 


.796 


1 


.00 


29 


.07 


ATOM 


1407 


CD 


ARG 


A 


227 


25 


.649 


25 


.158 


16 


.294 


1 


.00 


31 


.42 


ATOM 


1408 


NE 


ARG 


A 


227 


26 


. 951 


25 


.581 


16 


.797 


1 


.00 


32 


.03 


ATOM 


1409 


CZ 


ARG 


A 


221 


27 


. 110 


26 


.308 


17 


.898 


1 


.00 


34 


.19 


ATOM 


1410 


NHl 


ARG 


A 


227 


26 


. 044 


26 


.693 


18 


.591 


1 


.00 


34 


.90 


ATOM 


1411 


NH2 


ARG 


A 


227 


28 


.330 


26 


.592 


18 


.346 


1 


.00 


35 


.55 


ATOM 


1412 


N 


TYR 


A 


228 


23 


.678 


20 


.320 


15 


.625 


1 


.00 


20 


.52 


ATOM 


1413 


CA 


TYR 


A 


228 


23 


.505 


19 


.574 


14 


.359 


1 


.00 


15 


.46 



71/150 



ATOM 


1414 


Q 


TYR 


A 


ATOM 


1415 




TYR 


A 


ATOM 


1416 


CB 


TYR 




ATOM 


1417 


CG 


TYR 




ATOM 


1418 


GDI 


TYR 




ATOM 


1419 


GD2 


TYR 


A 


ATOM 


142 0 


CEl 


TYR 


A 


ATOM 


1421 


CE2 


TYR 


A 


ATOM 






TYR 


A 


ATOM 


1423 


OH 


TYR 


A 


ATOM 


1424 


N 


TYR 


A 


ATOM 


142 5 


GA 


TYR 


A 


ATOM 


14 2 6 


(;;; 


TYR 


A 


ATOM 


142 7 




TYR 


A 


ATOM 


1428 




TYR 


A 


ATOM 


1429 


CG 


TYR 


A 


ATOM 




GDI 


TYR 


A 


ATOM 




GD2 


TYR 


A 


ATOM 


1 4 9 
X ^ J ^ 


GEl 


TYR 


A 


ATOM 


X ri J 0 


GE2 


TYR 


A 


ATOM 


143 4 


GZ 


TYR 


A 


ATOM 


X *x J 3 


OM 


TYR 


A 


ATOM 


1436 


N 


ARG 


A 


ATOM 


X *± 0 f 




ARG 


A 


ATOM 


XrtJ 0 




ARG 


A 


ATOM 


143 9 




ARG 


A 


ATOM 


144 0 




ARG 


A 


ATOM 


1441 


GG 


ARG 


A 


ATOM 


1442 


GD 


ARG 


A 


ATOM 


144 3 


NE 


ARG 


A 


ATOM 


1444 


GZ 


ARG 


A 


ATOM 


1445 


NHl 


ARG 


A 


ATOM 


144 6 


NH2 


ARG 


A 


ATOM 


144 7 


N 


ALA 


A 


ATOM 


1448 


PA 


AT. A 


A 


ATOM 


144 9 


Q 


AT. A 


A 


ATOM 


14 50 


Q 


AT. A 


A 


ATOM 


14 51 


CB 


ALA 


A 


ATOM 


14 52 


N 


PRO 


A 


ATOM 
rx X wl^i 


XI 3^ 


PA 


PPO 


fX 


ATOM 


1 4 R4 
Xrt 31 




PPO 


A 


ATOM 
rX X KJVl 


1 ^ c c 
X^ 3 3 


r\ 

V-/ 


PPO 


2V 


ATOM 


1 4 R ^ 
Xrt O D 


PR 


PPO 


xX 


ATOM 


1 4 c;'7 
X ft 3 / 


PO 


PPO 


TV 
rX 


a TOM 


1 4 P 




PPO 


A 
IX 


ATOM 


1 4 R Q 
X *i D i7 


M 




A 
r\ 




T /I ^ A 




r*T TT 


Jx 


ATOM 


1461 


c 


GLU 


A 


ATOM 


1462 


0 


GLU 


A 


ATOM 


1463 


CB 


GLU 


A 


ATOM 


1464 


CG 


GLU 


A 


ATOM 


1465 


CD 


GLU 


A 


ATOM 


1466 


OEl 


GLU 


A 


ATOM 


1467 


OE2 


GLU 


A 


ATOM 


1468 


N 


VAL 


A 


ATOM 


1469 


CA 


VAL 


A 


ATOM 


1470 


G 


VAL 


A 


ATOM 


1471 


0 


VAL 


A 


ATOM 


1472 


CB 


VAL 


A 



FIG. 2Y 



228 22.097 19.099 

228 21.764 18.866 

228 24.418 18.355 

228 25.780 18.697 

228 26 .455 17 . 908 

228 26.403 19.830 

228 27.717 18.241 

228 27.661 20.177 

228 28.321 19.384 

228 29.585 19.751 

229 21.272 18.977 
229 19.911 18.450 
229 18.831 19.492 
229 17.652 19.167 
229 19.660 17.434 
229 20.809 16.455 
229 21.961 16.799 
229 20.810 15.252 
229 23.089 16.004 
229 21.957 14.428 
229 23.091 14.813 

229 24.253 14.055 

230 19.253 20.751 
230 18.322 21.869 
230 17.800 22.111 
230 18.558 22.066 
230 18.991 23.119 
230 19.147 23.045 
230 20.032 24.125 
230 19.874 24.196 
230 20.665 24.879 
230 21.703 25.583 

230 20.436 24.827 

231 16.501 22.379 
231 15.803 22.613 
231 16.222 23.941 
231 16.794 24.784 

231 14.336 22.607 

232 15.987 24.141 
232 16.349 25.392 
232 15.590 26.590 
232 16.117 27.689 
232 15.992 25.094 
232 16.259 23.599 

232 15.575 23.130 

233 14.364 26.347 
233 13.523 27.366 
233 14.315 27.897 
233 14.164 29.041 
233 12.264 26.735 
233 11.251 26.109 
233 11.250 24.582 
233 12.276 23.999 

233 10.223 23.969 

234 15.125 27.008 
234 15.929 27.326 
234 17.315 27.818 
234 17.802 28.788 
234 16.029 26.091 



14 . 


023 


1 . 


00 


14 


.11 


12 . 


848 


1 . 


00 


10 


.68 


14 . 


376 


1 . 


00 


12 


.40 


14 . 


827 


1 . 


00 


11 


.72 


15 . 


734 


1 . 


00 


16 


.45 


14 . 


351 


1 . 


00 


16 


.21 


16 . 


155 


1 . 


00 


17 


. 57 


14 . 


761 


1 , 


00 


20 


.39 


15 . 


663 


1 . 


00 


18 


.76 


16 . 


061 


1 . 


00 


21 


.49 


15 . 


058 


1 , 


00 


11 


. 87 


14 . 


918 


1 . 


00 


7 


.71 


14 . 


854 


1 . 


00 


6 


. 14 


14 . 


735 


1 . 


, 00 


7 


.31 


16 . 


048 


1 . 


00 


5 


.39 


16 . 


151 


1 , 


. 00 


2 


. 00 


16 . 


835 


1 . 


, 00 


2 


. 00 


15 . 


434 


1 , 


, 00 


2 


. 00 


16 . 


800 


1 . 


, 00 


6 


. 24 


15 . 


399 


1 . 


, 00 


2 


.47 


16 . 


080 


1 . 


, 00 


6 


. 64 


16 . 


090 


1 . 


. 00 


9 


. 24 


14 . 


831 


1 . 


. 00 


7 


. 71 


14 . 


789 


1 . 


. 00 


9 


. 82 


13 . 


373 


1 , 


. 00 


7 


.41 


12 . 


417 


1 , 


. 00 


9 


. 37 


15 . 


368 


1 . 


. 00 


11 


.31 


16 . 


877 


1 . 


. 00 


13 


. 87 


17 . 


445 


1 . 


. 00 


18 


.40 


18 . 


899 


1 , 


► 00 


19 


. 51 


19 . 


725 


1 . 


. 00 


18 


. 86 


19 . 


272 


1 . 


. 00 


22 


. 89 


21 . 


024 


1 , 


. 00 


14 


. 81 


13 . 


286 


1 . 


. 00 


6 


.42 


12 . 


046 


1 , 


. 00 


10 


. 20 


11 . 


442 


1 , 


. 00 


17 


. 23 


12 . 


138 


1 , 


. 00 


22 


.34 


12 . 


2 90 


1 , 


. 00 


4 


. 17 


10 . 


126 


1 , 


. 00 


18 


. 56 


9 , 


446 


1 , 


. 00 


17 


. 77 


10 . 


010 


1 , 


. 00 


16 


. 05 


10 . 


069 


1 , 


. 00 


14 


. 76 


7 . 


994 


1 , 


. 00 


18 


. 18 


7 . 


902 


1 


. 00 


17 


.27 


9 . 


142 


1 


. 00 


16 


, 24 


10 . 


457 


1 


. 00 


16 


. 97 


X X . 


. U D 0 


]L 




18 


. 57 


12 . 


248 


1 


. 00 


21 


.78 


12 , 


,663 


1, 


.00 


20 


.00 


11. 


674 


1, 


.00 


20 


.90 


10. 


,711 


1 


.00 


22 


.80 


10 . 


.742 


1 


.00 


16 


.28 


10 . 


.381 


1 


. 00 


16 


.01 


11 . 


, 102 


1 


. 00 


16 


.64 


12 . 


, 824 


1 


. 00 


22 


. 90 


13 , 


. 987 


1 


. 00 


18 


.86 


13 . 


. 599 


1 


.00 


20 


.44 


14 . 


, 179 


1 


.00 


23 


.91 


14 . 


.953 


1 


.00 


15 


.02 



72/150 





1 A •7*3 
X'x / J 


om 




a 

n 


a TOM 






VAL 


A 


ATOM 


1 4 7 R 


IN 


ILE 


A 




X *4 / D 


oa 


ILE 






X ft / / 




TT 
X J_iCj 


a 




1 AIR 
X ^ / o 


o 


ILE 






1 A T Q 

x*t / y 






a 


a TOM 


1 A n n 

Xfk o u 






a 


a TOM 


X4 O X 




TT "P 


a 

A 


ATOM 


1 4 fi 9 
X fx O ^ 


om 


ILE 




A "POM 


T 4 P "5 
X ft O J 


"NT 


T TTTT 


a 


A TT\M 


T A Q Zl 
Xft Oft 


oa 


T TTTT 


A 

■rt. 


A TOM 


1 A R 




T.'PTT 
XiILU 


a 




1 A n ^ 
Xfl OO 


o 


T T?TT 


A 
/\ 




1 A a "7 
X^t o / 


on 


T T?TT 


A 
A 


ATOM 


1 A n 


cn 
v_o 


T l?TT 


A 
A 


AT/^M 


1 A Q Q 


om 




A 

A 


AT/^M 


T A Q n 






A 

A 


TV T'/^KA 

Al vJJYl 


X ft y X 




OT V 


A 
A 




T A Q O 

X ft y 4& 


oa 

v^A 


OT V 


A 
A 


ATOM 


1 A Q 

X ft y J 


o 

Vw. 


OT V 
oXj 1 


a 


ATOM 


1 A OA 

Xft y 


o 


OT V 
OXj X 


A 

A 


TV rpOM 


1 A Q C 

x^ y o 


JN 


MITT 


A 

A 




x^ y o 


f^A 

k,A 


MI?T 
lYlCiX 


A 
A 


AHJlrl 


x^ y / 




M17T 


A 

A 




1 A O Q 

Xfi y o 


o 


MTTT 


A 

A 


ATOM 


T A Q Q 

Xfi y y 


OR 


MT7T 


A 
A 


ATOM 


T c n n 
X D U U 


OO 


MTTT 


A 

A 


ATOM 


X 3 U X 


oU 


M1?T 


A 


A TOM 


X D VJ ^ 




MT7T 
1*1 Hi X 


a 


ATOM 
Al L/IYl 


XD UO 


In 


OT.V 


a 


ATOM 
A J. kxJTl 


1 n A 


oa 


OXj X 


a 


ATOM 


1 c n 


\^ 


riT.v 


a 


ATOM 


X D U O 


o 


rzT .V 

VjXj X 


a 


ATOM 


X o u / 


i>J 


TVP 
X X r\. 


a 


ATOM 


1 n R 
X D u o 


oa 

^A 


TVP 

X X I\. 


a 


ATOM 


X D u y 


o 

v_ 


TVP 
X 1 rc 


a 


ATOM 


X O X u 


r\ 
vJ 


TVP 
i X K 


A 
r\ 


ATOM 


X DXX 




TVP 
X X K 


A 
A 


ATOM 


XDX^ 


oo 


TVP 
X xK 


A 

A 


ATOM 




V^JJX 


TVP 
1 xK 


A 

A 


ATOM 


1 CI A 
X!3 X*± 


or\o 
\^X/Z 


TVP 
1 xK 


A 

A 


ATOM 


XbXD 


L.CiX 


TVD 

1 xK 


A 


ATOM 


Id 1 D 




TVO 

i X H 


A 


ATOM 


lb 1 / 




T VD 

i xK 


TV 

A 


A T*OM 

AiOM 


X bl o 


ou 


TVD 
i X K 


A 


ATOM 


1519 


N 


LYS 


A 


ATOM 


1520 


CA 


LYS 


A 


ATOM 


1521 


C 


LYS 


A 


ATOM 


1522 


O 


LYS 


A 


ATOM 


1523 


CB 


LYS 


A 


ATOM 


1524 


CG 


LYS 


A 


ATOM 


1525 


CD 


LYS 


A 


ATOM 


1526 


CE 


LYS 


A 


ATOM 


1527 


NZ 


LYS 


A 


ATOM 


1528 


N 


GLU 


A 


ATOM 


1529 


CA 


GLU 


A 


ATOM 


1530 


C 


GLU 


A 


ATOM 


1531 


O 


GLU 


A 



FIG. 2Z 



234 17.058 26.342 

234 14.655 25.740 

235 17.942 27.197 
235 19.272 27.633 
235 19.196 29.001 
235 20.153 29.755 
235 19.907 26.676 
235 20.131 25.300 
235 21.231 27.237 

235 20.584 24.253 

236 18.038 29.324 
236 17.861 30.578 
236 16.960 31.601 
236 16.815 32.720 
236 17.346 30.288 
236 18.229 29.497 
236 17.449 29.276 

236 19.524 30.222 

237 16.315 31.198 
237 15.474 32 .124 
237 14.283 32.531 

237 14.386 33.402 

238 13.184 31.808 
238 11.924 32.095 
238 10.871 31.472 
238 11.155 31.078 
238 11.876 31.559 
238 11.982 30.099 
238 12.673 29.699 

238 14.271 29.479 

239 9.638 31.433 
239 8.589 30.833 
239 8.709 29.320 

239 9.503 28.756 

240 7.930 28.666 
240 7.944 27.213 
240 6.608 26.662 
240 5.804 27.373 
240 9.070 26.715 
240 8.888 27.004 
240 7.908 26.360 
240 9.666 27.973 
240 7.688 26.673 
240 9.453 28.300 
240 8.454 27.645 

240 8.158 27.979 

241 6.377 25,396 
241 5.194 24.662 
241 5.682 23.335 
241 6.874 23.130 
241 4.222 24.448 
241 4.858 23.957 
241 3 .786 23 .829 
241 4.387 23.628 

241 3.361 23.218 

242 4.755 22.442 
242 5.078 21.173 
242 6.051 20.289 
242 6.770 19.486 



16 


. 042 


1 . 


00 


12 . 


. 77 


15 


. 535 


1 . 


00 


7 , 


. 69 


12 


. 604 


\ , 


00 


21 


. 11 


12 


. 183 


1 ^ 


00 


22 


► 08 


11 


.519 


1 , 


00 


20 


. 93 


11 


. 543 


1 , 


00 


20 


. 86 


11 


• X 


1 ^ 


00 


22 


. 94 


11 


. f P o 


\ ^ 


00 


25 


, 93 


10 


. 634 




00 


21 


. 62 


1 n 

X \J 


.73 9 




00 


27 


. 78 


10 


. 7 O J 




00 


22 


. 79 


X \J 


9 


3_ ^ 


0 0 


24 


. 54 


1 n 

X \J 


. 911 




0 0 


25 


. 4 7 


1 n 

X \J 


.442 




00 


26 


, 22 


3 


.822 




00 


21 


. 25 


7 


. 860 


3_ ^ 


00 


16 


. 01 


o 






on 


xo 


. 14 


1 


. 3 O J 






10 


. 90 


1 1 

X X 


Qft7 


\ ^ 


. VJ VJ 


27 


. 03 


12 


. O 17 X 


\ 


00 


25 


. 56 


1 1 

X X 


ft 

. O O 7 


\ 


on 

. VJ \J 


2 9 


. 3 3 


10 


. 993 




00 


33 


. 24 


12 


.070 




0 0 


24 


. 7 1 


X X 


A 1 7 
. ft X / 


X • 


00 




. 68 




. 4b O 7 




00 


22 


. 36 


X J 


• ft ^ ^ 




00 


^"5 
^ «7 


. 57 


Q 


. 7 O w 




00 

. VJ \J 


24 


. 3 8 


q 


ft A 

. O fx J 


\ 


. 0 0 


2 5 


. 4 1 


s 


. 252 


\ 


. 00 


26 


, 3 0 


3 


. 6 85 


\ _ 


. 00 


25 


. 04 


11 


. 815 


1 


. 00 


24 


. 46 


12 


. 621 


1 ^ 


. 00 


24 


. 89 


x^ 


« D ^ 


1 

X < 


00 




. 61 


11 


. 863 


1 


. 00 


22 


. 94 


13 


.4 81 


1 


. 00 


27 


. 47 


1 7 

X J 


C Q 


2^ 


0 0 


2 6 


, 10 


1 A 
X ft 


n 9 ft 

. u ^ o 


]_ 


. VJ VJ 


26 


. 6 7 


1 A 

X ft 


. O O VJ 


\ 


. 0 0 


27 


. 5 5 


14 


m A 

. ^ Xfi 




0 0 


27 


. 69 


X o 


. u u u 


1 

X I 


00 


24 


. 07 


X o 


. / o o 


X I 


00 


21 


. 50 


X D 


. D ^ V 


X I 


00 


^ fx 


. X o 


1 ft 

X o 




1 

X < 


no 

. VJ V 


^ o 


HQ 


X / 


Q Q C 

. y y D 


X 


o n 

. VJ VJ 


9 "5 


9 ft 


1 ft 
X O 




X 


0 o 

. VJ VJ 


9 


C O 


£. U 


. U U D 


X 


0 O 

. VJ VJ 


24 


C ft 


X J 


£ G rv 
. o o u 


X 


. u u 


9 A 
^ ft 


A ft 
. ft O 


14 


. 082 


1 


. 00 


22 


.48 


14 


.673 


1 


.00 


21 


.15 


14 


.902 


1 


.00 


19 


.54 


12 


.920 


1 


.00 


23 


.83 


11 


.627 


1 


.00 


29 


.40 


10 


.535 


1 


. 00 


32 


.26 


9 


.150 


1 


. 00 


31 


.23 


8 


. 134 


1 


. 00 


31 


.87 


14 


.939 


1 


.00 


21 


.53 


15 


.531 


1 


.00 


22 


.17 


14 


.741 


1 


.00 


22 


.70 


15 


.340 


1 


.00 


22 


.12 



73/150 



aC^v SO^' 



FIG. 2AA 



ATOM 


J. ^ 


PR 


OT.TT 




242 


3 . 


780 


20 


.433 


15 . 


, 830 


1 , 


. 00 


27 , 


33 


ATOM 


1533 


CG 


GLU 




242 


2 . 


964 


21 


. 028 


17 . 


, 004 


1 , 


. 00 


31 . 


09 


a TDM 


X 3 J *x 


on 


OT.TT 




24 2 


2 . 


268 


22 


.345 


16 , 


700 


1 , 


. 00 


29 , 


61 


ATOM 


1 ^7 
X z? o o 


OEl 


GIjU 




242 


2 . 


950 


23 


. 3 58 


16 , 


. 428 


1 


. 00 


31 . 


84 


ATOM 


153 6 


0E2 


GLU 




242 


1 . 


027 


22 


. 375 


16 . 


. 797 


1 


. 00 


30 . 


30 


ATOM 


X 3 J / 


N 


ASN 




243 


6 . 


117 


20 


.447 


13 . 


,420 


1 


. 00 


20 . 


30 


ATOM 


153 8 


CA 


ASN 




243 


7 , 


026 


19 


. 607 


12 . 


.638 


1 


. 00 


17 . 


12 


ATOM 


153 9 


Q 


ASN 


A 


243 


8 . 


465 


20 


. 066 


12 , 


. 598 


1 


. 00 


15 . 


, 56 


ATOM 


1540 


Q 


ASN 


p^ 


243 


9 , 


279 


19 


. 540 


11 , 


. 835 


1 


. 00 


13 , 


, 73 


ATOM 


154 1 


CB 


ASN 




243 


6 . 


481 


19 


.286 


11 , 


. 239 


1 


. 00 


20 . 


,39 


ATOM 


1542 


CG 


ASN 




243 


6 . 


467 


20 


. 479 


10 . 


.310 


1 


. 00 


24 , 


, 62 


ATOM 


154 3 


ODl 


ASN 


P^ 


243 


6 . 


111 


21 


. 609 


10 . 


. 706 


1 


. 00 


26 , 


. 15 


ATOM 


1 54 4 


ND2 


ASN 




24 3 


6 . 


116 


20 


.227 


9; 


.04 5 


1 


. 00 


20 . 


. 34 


ATOM 


1545 


N 


VAL 




244 


8 . 


799 


21 


. 022 


13 . 


. 457 


1 


. 00 


15 . 


. 14 


ATOM 


J. ^ *± o 


OA 


VAL 




244 


10 . 


181 


21 


. 493 


13 . 


. 565 


1 


. 00 


14 . 


. 03 


ATOM 


1547 


Q 


VAL 


A 


244 


11 . 


041 


20 


.365 


14 , 


. 182 


1 


. 00 


15 , 


.20 


ATOM 


1548 


o 


VAL 


p^ 


244 


12 . 


250 


20 


.263 


13 , 


. 938 


1 


. 00 


17 . 


. 55 


A TDM 


1549 


OR 


VAL 


p^ 


244 


10 . 


282 


22 


. 752 


14 , 


.468 


1 


. 00 


10 . 


.37 


ATOM 


1 q n 

X 3 D U 


om 


VAT. 
V AXj 


A 


^ *± *± 


9 ^ 


64 5 


22 


.489 


15 


. 827 


1 


. 00 


8 . 


. 3 5 


ATOM 


X 3 3 X 


009 


VAT. 
V AXj 


A 


244 


1 1 . 


723 


23 


.18 0 


14 


. 615 


1 


. 00 


10 . 


. 44 


Z^TOM 
r\ X KJrl 


X O D ^ 


IN 


A CJP 


P^ 


94 R 

^ *x D 


10 . 


3 96 


19 


, 513 


14 


. 979 


1 


. 00 


15 . 


. 01 


ATOM 


X 


OA 


A QP 

AO XT 


A 


94 c; 
^ *x D 


11 , 


075 


18 


.408 


15 


. 637 


1 


. 00 


12 , 


. 69 


ATOM 


X 


r* 


AO XT 


a 

A 


94 R 
^ t 3 


1 1 . 


2 62 


1 7 


2 2 9 


14 


. 704 


1 


. 00 


14 . 


. 61 


ATOM 


1 R R R 
X 3 3 3 




AOtr 


A 

A 


94 

4fi 1 D 


12 . 


185 


16 


.435 


14 


. 878 


1 


. 00 


18 , 


. 18 


ATOM 


X 3 3 O 


OR 


AQD 

AO It 


a 

A 


245 


10 . 


300 


18 


. 002 


16 


. 892 


1 


. 00 


13 , 


. 55 


ATOM 


1 




AQP 

AO IT 


a 

A 


94 R 


X u • 




19 


. 052 


18 


. 000 


1 


. 00 


4 , 


. 57 


ATOM 






AQP 

AO It 


a 

A 


94 «^ 
^1 D 


1 1 

XX* 


4fi7 


X 7 


. *± 0 ^ 


xo 


, 3 64 


1 


. 00 


6 


. 51 


a TOM 


T q q Q 
X DO y 


OD9 


AQP 
AO rr 


a 

A 


94 R 


Q 




X ^ 


4 4 Q 


18 


.4 87 


1 


. 0 0 


8 


. 18 


ATOM 


X O D L/ 


N 


ILE 


p^ 


24 6 


10 . 


42 7 


17 


. 165 


13 


. 668 


1 


. 00 


16 . 


. 73 


ATOM 


X O O X 


OA 


ILE 


A 


24 6 


10 . 


4 99 


16 


.125 


12 


. 654 


1 


. 00 


14 


. 3 1 


ATOM 


X DO ^ 


r« 


TT.I? 

X XjCi 


a 

A 


24 6 


11 . 


872 


16 


. 194 


12 


. 007 


1 


. 00 


15 


. 62 


ATOM 


X 3 o o 




ILE 


A 


246 


12 . 


530 


15 


. 176 


11 


. 817 


1 


. 00 


17 


. 2 8 


ATOM 


X D D 


CB 


ILE 


p^ 


246 


9 ^ 


393 


16 


.331 


11 


. 592 


1 


. 00 


16 


. 60 


ATOM 


X D O D 


CGI 


ILE 


p^ 


246 


8 . 


039 


15 


. 958 


12 


. 185 


1 


. 00 


9 


. 64 


ATOM 


1566 


CG2 


ILE 


p^ 


246 


9 , 


643 


15 


.492 


10 


.337 


1 


. 00 


15 


. 94 


ATOM 


1567 


CDl 


ILE 


p^ 


24 6 


7 . 


967 


14 


. 481 


12 


. 576 


1 


. 00 


14 


. 00 


ATOM 


X D O O 


Vi 


TPP 

X xvxr 


p^ 


24 7 


12 . 


3 82 


17 


.4 03 


11 


. 814 


1 


. 00 


13 


. 79 


ATOM 


X — > O j7 


OA 

V—A 


TRP 


p^ 


24 7 


13 . 


675 


17 


.550 


11 


. 176 


1 


. 00 


9 


. 95 


ATOM 


1 ^7n 

X D / L» 




TRP 


p^ 


247 


14 . 


111 


16 


.92 9 


12 


. 008 


1 


. 00 


8 


. 10 


ATOM 


1 R71 
X / X 


o 


TRP 


p^ 


247 


15 . 


716 


16 


.340 


11 


.477 


1 


. 00 


11 


.11 


ATOM 


X D / ^ 


OR 


TPP 

X X\.C 


a 

A 


247 


13 . 


959 


19 


. 031 


10 


. 873 


1 


. 00 


6 


. 79 


ATOM 


1 R77 
X D / O 


on 


TRP 


P^ 


247 


15 . 


372 


19 


.300 


10 


.452 


1 


. 00 


2 


, 00 


ATOM 
A X 


1 R7J. 
X D f ^ 


oni 

\_.Xy X 


TPP 

X XvJtr 


P^ 


947 


16 . 


453 


19 


. 3 84 


11 


. 270 


1 


, 00 


2 


. 00 


ATOM 
A X 


1 qT q 
X D / D 




TPP 


TV 
A 


947 


X D . 


P74 


19 


.4 56 


9 


. 114 


1 


. 0 0 


2 


. 85 


a TOM 
A X L^i^l 


X D / D 


rvi XL X 


TPP 

X IKf 


A 
A 


947 


1 7 
X / . 


O ^ D 


1 Q 

X -7 


. 3 0 


X \J 


,54 0 


1 


. 0 0 


3 


. 34 


A TOM 
AX ^JIm 


1 cr T '7 
X D / / 




TPP 
X rCir 


a 

A 


947 


1 7 
X / . 




1 Q 

X 


<^ n 

. 0 u 0 


9 


. 212 


1 


, 00 


2 


. 0 0 


ATOM 


T C T o 
± D / O 


OT70 


J. KF 


TV 

H. 


0 /'I 


n tr 
X D . 


9 Q 1 


1 Q 


. / i7 


1 




X 


nn 

, \i\J 


1 n 

X \J 


65 


ATOM 


1579 


CZ2 


TRP 


A 


247 


18 . 


087 


19 


.lie 


8 


. 088 


1 


. 00 


6 


.33 


ATOM 


1580 


CZ3 


TRP 


A 


247 


16. 


.096 


19 


.649 


6 


.733 


1 


.00 


6 


.91 


ATOM 


1581 


CH2 


TRP 


A 


247 


17. 


480 


19 


.792 


6 


.857 


1 


.00 


7 


.13 


ATOM 


1582 


N 


SER 


A 


248 


14, 


657 


17 


.072 


13 


.321 


1 


.00 


11 


.35 


ATOM 


1583 


CA 


SER 


A 


248 


15. 


636 


16 


.546 


14 


.280 


1 


.00 


8 


.73 


ATOM 


1584 


C 


SER 


A 


248 


15. 


624 


15 


.021 


14 


,307 


1 


. 00 


4 


.47 


ATOM 


1585 


0 


SER 


A 


248 


16 . 


670 


14 


.409 


14 


,422 


1 


. 00 


4 


.57 


ATOM 


1586 


CB 


SER 


A 


248 


15. 


.328 


17 


.100 


15 


.670 


1 


. 00 


8 


.62 


ATOM 


1587 


OG 


SER 


A 


248 


15, 


, 181 


18 


.496 


15 


.578 


1 


, 00 


7 


. 78 


ATOM 


1588 


N 


VAL 


A 


249 


14 , 


,433 


14 


.432 


14 


.239 


1 


.00 


6 


.41 


ATOM 


1589 


CA 


VAL 


A 


249 


14 , 


.248 


12 


. 975 


14 


.213 


1 


.00 


10 


.37 


ATOM 


1590 


C 


VAL 


A 


249 


14, 


.852 


12 


.455 


12 


.918 


1 


.00 


11 


.86 



74/150 



FIG. 2BB 



n. X xJV'l 


X 3 17 X 


o 
\j 


VAL 




24 9 


15 . 


. 450 


11 . 


377 


12 . 


894 


1 , 


00 


15 . 


92 




X 3 17 ^ 




VAL 


A 


24 9 


12 . 


. 73 9 


12 . 


588 


14 . 


254 


1 , 


00 


9 . 


24 




X ^ 17 ^ 


CGI 


Vi\L 




94 Q 


12 


. 540 


11 . 


091 


13 . 


913 


1 , 


00 


5 . 


95 


ATOM 


X 3 7 *x 




VAL 




24 9 


12 


. 132 


12 . 


955 


15 , 


616 


1 . 


00 


6 . 


23 


ATOM 


1 c: Q ^ 

X 3 j7 _J 


N 


GLY 




250 


14 


, 705 


13 . 


246 


11 . 


853 


X . 


00 


11 , 


69 


ATOM 


X ^ 7 O 


PA 


GLY 




250 


15 


. 257 


12 . 


, 897 


10 . 


, 568 


1 . 


00 


2 . 


74 


ATOM 


X 3 7 / 


n 
\— 


GLY 




250 


16 , 


. 762 


12 . 


, 859 


10 , 


, 608 


1 . 


00 


7 . 


06 


ATHM 


X 3 7 o 




GLY 




250 


17 


. 374 


11 , 


, 962 


10 , 


, 016 


1 , 


00 


7 . 


35 


ATOM 


X 3 17 17 


N 


PV? 




251 


17 


. 379 


13 , 


, 821 


11 . 


, 297 


1 . 


00 


8 . 


01 


ATOM 


1 fin n 

X Q U VJ 


CA 


CYS 




251 


18 


. 843 


13 . 


. 892 


11 . 


.413 


1 . 


00 


6 . 


02 


ATOM 


X O U X 




CYS 




251 


1 9 


.438 


12 , 


,748 


12 . 


. 224 


1 . 


00 


6 . 


13 


ATHM 

i\ X 


1 fin 9 

X O ^ 


o 


PVC3 
^ X o 




251 


2 0 


. 62 0 


12 . 


.4 27 


12 , 


. 076 


1 . 


00 


6 . 


97 


ATOM 


1 fin 

X O U J 


CB 


CYS 




251 


19 


.295 


15 , 


. 214 


12 . 


. 055 


1 . 


00 


11 . 


97 


ATOM 


1604 


SG 


CYS 




251 


19 


. 073 


16 , 


. 713 


11 . 


, 101 


1 . 


00 


16 . 


32 


ATOM 


X O \i 3 




XLE 




252 


18 


. 663 


12 , 


, 224 


13 . 


. 166 


1 , 


00 


6 . 


86 


ATOM 


X O V Q 


CA 


ILE 




252 


19 


. 097 


11 . 


. 104 


14 . 


, 008 


1 . 


00 


9 . 


70 


ATOM 


1 fin7 

X o u / 




TT.P 


A 


252 


18 


. 945 


9 , 


, 808 


13 . 


. 172 


1 . 


00 


6 . 


47 


ATOM 


1 fiOR 
X o u o 


o 

\J 


X XJCi 


A 


252 


19 


. 870 


9 , 


. 012 


13 . 


. 062 


1 . 


00 


6 . 


74 


ATHM 
X KJV'i 


1 fi n Q 

X O U j7 




X xjxjj 


P^ 


252 


1 8 


. 2 04 


10 


998 


15 . 


. 3 03 


1 . 


00 


11 . 


46 


ATOM 


1 fil n 

X O X \J 


VwOX 


ILE 




252 


18 


.4 78 


12 . 


.181 


16 . 


, 277 


1 . 


00 


6 . 


35 


AT'OM 
>1 X 


1 fi 1 1 
X O X X 


P09 


X xjHi 


A 


9 R 9 


18 


42 0 


9 


64 5 


15 


. 968 


1 , 


0 0 


9 . 


02 




1 fil 

X O X ^ 


pm 


X 1 iri 


A 


9R9 


17 


.278 


12 


.4 98 


17 


.2 06 


1 , 


00 


2 . 


00 


ATOM 

M.X 




vr 
IN 




a 


9«^ 
^ 3 J 


1 7 

X / 


ft 09 


Q 

. 


. 672 


12 


.52 0 


1 . 


00 


4 , 


24 


ATOM 

A,X Vi^fl 


T fiT A 
X O Xrt 


PA 


MT?T 
1*1 d X 


a 
r\ 


9t^ 1 
^ 9 .3 


1 7 
X / 


c;94 

• 3 i& *x 


Q 

O > 




11 


. 678 




00 


10 . 


23 


a TOM 

Ax Kjn 


1 fiT 


^— 


MT7T 


A 




X o 


Q 


Q 

O 1 


4*^ 

I O *x .J 


X \J i 


• ^ O V 




00 


13 . 


4 6 


ATOM 
/\X L/iM 


1 fil fi 
X O X O 




MI?T 


TV 


9 ^ "5 
^ 3 


1 ft 
X o 


Q41 

• 7 ^ X 


7 


219 


10 


, 273 


1 ^ 


00 


16 . 


51 


ATOM 


1 fil •? 
X O X / 


PR 


MT?T 
1*1 Cj X 


TV 

r\ 




1 fi 

X D 


1 44 
. X *x *± 






11 


. 061 


1 ^ 


00 


10 . 


85 


ATOM 


1 fi 1 Q 
X O X O 


PP 


MP'T 


A 
r\ 


^ ^ J 


X ^ 


ft fi4 




.657 


9 


. 994 




00 


11 . 


51 


ATOM 


1 fi 1 Q 
X O X ^ 


OXJ 


MPT 

1*1 Cj X 


A 


^ O J 


14 


. 24 2 


7 


.8 81 


9 


.425 


1 ^ 


0 0 


14 . 


3 5 


ATOM 


1 fi 9 n 

X o ^ w 




MPT 


p^ 


^ ^ J 


14 


. 050 


6 


.430 


8 


. 4 83 


1 . 


00 


14 . 


56 


ATOM 


1 fi91 

X O 4& X 


XN 


GLY 


P^ 


9 R4. 
^ rt 


18 


. 977 


9 


.431 


9 


. 923 


1 , 


00 


14 . 


30 


ATOM 


1 fi9 9 
X w ^ ^ 


PA 


wXJ X 


A 


9'=;4 

4& 3 ^ 


19 


. 964 


9 


. 351 


8 


. 855 


1 . 


00 


8 . 


, 44 


ATOM 


XO^^J 




ni.v 

V7XJ X 


A 


9R4 
^ 9 *± 


2 1 


. 354 


9 


. 118 


9 


. 385 


1 . 


00 


9 , 


82 


ATOM 


1 fi94 
X O ^ 1 


o 


PT.V 
vjxj X 


A 




22 


. 254 


8 


, 642 


8 


. 672 


1 . 


00 


9 . 


, 43 


ATOM 


1 fi9 

X D 4^ 


N 


GLU 




255 


2 1 


. 582 


9 


. 533 


10 


. 625 


1 . 


00 


12 . 


87 


ATOM 


162 6 


CA 


GLU 


p^ 


255 


22 


. 873 


9 


.2 91 


11 


. 247 


1 , 


00 


11 . 


. 63 


ATOM 


1 fi9 7 

X D <r£ / 




PUT 


p^ 


9 ^ R 


22 


. 967 


7 


. 8 02 


11 


. 649 


1 . 


00 


11 . 


, 63 


ATOM 


1 fi 9 fi 
X o ^ o 




PUT 


A 


9 

^ Q I? 


24 


. 057 


7 


.246 


11 


.7 08 


1 , 


00 


12 . 


, 64 


ATOM 


1 fi9 Q 
X O ^ j7 


PR 


PT .TT 




9 R 
^ ^ ^ 


2 3 


.07 0 


10 


.171 


12 


.4 68 


1 . 


00 


11 . 


. 82 


ATOM 


X O w 


Pf4 




P^ 


9SR 
^ ^ ^ 


24 


. 429 


9 


. 969 


13 


. 135 


1 . 


00 


9 , 


. 96 


ATOM 
nX wl^ 


XO J X 


pn 


PUT 


A 




94 


fiftft 

• Q O O 


10 




14 


. 267 


1 ^ 


00 


11 . 


. 66 


ATOM 


1 fi'^ 9 
xoo ^ 




PUT 




9RR 


9 


. 835 


11 


. 819 


14 


. 516 




00 


16 , 


. 47 


ATOM 
r\X wr*! 


T fi'^ *l 
xoo o 


OTr9 


PUT 


A 
A 


4& ^ O 


9 R 


, 74 9 


10 


. 860 


14 


. 906 




00 


15 . 


. 14 


ATOM 


X O J rt 


IN 


MPT 
1*1 Ci X 


A 
A 


9c;fi 

^ 3 o 


2 1 


.83 2 


7 


. 181 


11 


.966 


1 ^ 


00 


12 . 


. 10 




T fi T 
X D 


OA 


MPT 
1*1 Cj X 


A 
A 


9 R fi 
^ O D 


9 1 
^ X 


R n 7 




7 R ft 


1 9 
X ^ 


n 

. o o w 


X , 


00 


14 . 


. 61 


ATOM 


T fi T fi 
X D J O 


L. 


MPT 
1*1 Cj X 


A 
A 


9 Rfi 
^ O O 


9 9 


9 fi 7 


*± 


Q9fi 

« 17 ^ O 




.108 


X . 


00 


16 


. 74 


a TOM 


XOJ / 


r\ 
\J 


IYICjI 


A 

A 


9 R fi 


9 1 


1 fi 
. X J 0 




n R 9 


1 1 

X X 


9 4 n 


X . 


n n 


2 1 


0 9 


ATOM 


1638 


CB 


MET 


A 


256 


20 


.387 


5 


.342 


12 


.784 


1 . 


00 


12 , 


.40 


ATOM 


1639 


CO 


MET 


A 


256 


20 


. 029 


5 


.634 


14 


.253 


1 . 


.00 


12 , 


.89 


ATOM 


1640 


SD 


MET 


A 


256 


18 


.257 


5 


.851 


14 


.578 


1. 


.00 


23, 


.36 


ATOM 


1641 


CE 


MET 


A 


256 


18 


. 048 


5 


.009 


16 


.025 


1. 


.00 


16, 


.21 


ATOM 


1642 


N 


VAL 


A 


257 


21 


.816 


5 


.282 


9 


.916 


1. 


.00 


17, 


.44 


ATOM 


1643 


CA 


VAL 


A 


257 


22 


. 184 


4 


.599 


8 


.674 


1. 


. 00 


18 


.71 


ATOM 


1644 


C 


VAL 


A 


257 


23 


. 534 


5 


.043 


8 


.106 


1 . 


. 00 


20 


.14 


ATOM 


1645 


0 


VAL 


A 


257 


24 


. 335 


4 


.213 


7 


.690 


1 . 


. 00 


23 


.29 


ATOM 


1646 


CB 


VAL 


A 


257 


21 


. 108 


4 


.787 


7 


.540 


1 . 


. 00 


19 


.20 


ATOM 


1647 


CGI 


VAL 


A 


257 


19 


.684 


4 


.702 


8 


.093 


1 . 


.00 


14 


.26 


ATOM 


1648 


CG2 


VAL 


A 


257 


21 


.304 


6 


.110 


6 


.822 


1. 


.00 


21 


.30 


ATOM 


1649 


N 


ARG 


A 


258 


23 


.808 


6 


.343 


8 


.102 


1. 


.00 


19 


.80 



75/150 



FIG. 2CC 



ATOM 


1 fi^n 

X V U 


OA 


ARG 




258 


25 . 


. 057 


6 . 


. 854 


7 , 


, 559 


1 . 


00 


19 . 


39 




X O ^ X 


r* 


ARG 




258 


26 . 


. 292 


6 , 


. 724 


8 , 


, 448 


1 . 


00 


22 . 


54 




X o o ^ 




ARG 




25 8 


27 


. 426 


6 . 


. 741 


7 . 


, 952 


1 , 


00 


25 . 


87 


ATOM 


X D O ^ 


OR 


ARG 




25 8 


24 


. 880 


8 . 


. 314 


7 , 


, 149 


1 . 


00 


19 . 


45 


ATOM 


X O 13 *x 




ARG 




25 8 


2 6 


. 14 1 


8 . 


. 897 


6 . 


, 558 


1 . 


00 


21 , 


22 


ATOM 


1655 


CD 


ARG 


p^ 


258 


26 . 


. 013 


10 . 


. 368 


6 . 


. 322 


1 . 


00 


24 . 


45 


ATOM 


X O 3 o 


NE 


ARG 


j\ 


258 


25 , 


. 130 


10 . 


. 640 


5 . 


.202 


1 . 


00 


28 . 


85 


ATOM 


X O 3 / 






p^ 


^ 3 o 


25 


, 013 


11 . 


. 829 


4 , 


. 629 


1 , 


00 


30 . 


35 


ATOM 


X Q ^ O 


NHl 


ARG 


p^ 


258 


25 


. 737 


12 . 


. 844 


5 . 


. 097 


1 , 


00 


33 . 


58 


ATOM 


1659 


NH2 


ARG 


p^ 


258 


24 


. 192 


12 . 


. 005 


3 , 


. 591 


1 . 


00 


26 . 


26 


ATOM 


1660 


N 


HIS 


p^ 


259 


2 6 


. 068 


6 . 


. 557 


9 . 


.750 


1 . 


00 


25 . 


71 


ATOM 


X D D X 


OA 


HIS 


p^ 


259 


2 7 


. 118 


6 . 


. 449 


10 . 


. 785 


1 . 


00 


27 . 


73 


ATOM 


X O O ^ 


o 


n X o 


A 


259 


2 8 


.103 


7 , 


.621 


10 . 


, 883 


1 . 


00 


28 . 


00 


ATOM 


1663 


o 


HIS 


p^ 


259 


2 9 


.309 


7 


. 4 69 


11 . 


. 103 


1 . 


00 


29 . 


52 


ATOM 
nX WlTl 


X O O *x 




HIS 


p^ 


259 


27 


.805 


5 


. 055 


10 . 


, 818 


1 . 


00 


26 . 


36 


ATOM 


X O Q ^ 




HIS 


p^ 


259 


26 


. 879 


3 . 


. 943 


11 . 


. 229 


1 , 


00 


22 . 


98 


ATOM 


X o o o 




fix o 


A 


9 Q 


^ o 


• ^ ^ w 


3 


. 763 


12 . 


. 527 


1 , 


00 


22 . 


41 


ATOM 


X Q Q / 


PDP 


nx o 


p^ 


^ 7 


26 


. 213 


3 


. 021 


10 


.492 


1 , 


00 


20 . 


61 


ATOM 


X o o o 


PT71 
V^HX 


n X o 


A 
r\ 


9 R Q 

^ 3 j7 


9 R 


RA Q 


2 


.7 95 


12 


.566 


1 ^ 


00 


19 . 


01 


ATOM 


1 Q 
X O O I7 


IN 


n X o 


A 
r\ 


9 c; Q 

^ 3 17 


9 R 


7 ft 7 


2 


.329 


1 1 


.347 


1 . 


0 0 


16 . 


47 


ATOM 


1 ^ '7 n 

X D / U 


M 


T.VQ 

Xj X O 


A 




2 7 


• ^ o 1/ 


8 


.8 01 


10 


. 6 96 


1 , 


00 


29 . 


63 


ATOM 


X O / X 


PA 


Xj X O 




^ O w 


?fl 
^ o 


, 243 


10 


. 066 


10' 


. 819 


1 . 


00 


30 . 


4 0 


ATOM 


X o / ^ 


p 


XJ X o 


p^ 


^ o v 


27 


. 206 


11 


, 193 


10 


. 863 


1 . 


00 


26 . 


07 


ATOM 


X O / J 


\J 


T.VQ 
Xj X O 


TV 


9 n 


9 


n77 


11 


. 041 


10 


. 380 


1 , 


00 


24 . 


49 


ATOM 


X D / Ix 


PR 


T.VQ 
Xj X O 


A 


9fin 

^ O V 


9 Q 


. ^ 7 X 


10 


. 2 67 


9 


. 721 


X . 


00 


33 . 


87 


ATOM 


1 7 R 

X D / O 


PO 


LYS 


p^ 


26 0 


3 0 


. 72 0 


10 


.237 


10 


. 297 


1 , 


00 


40 . 


62 


a'POM 

/\ X Vji^l 


1 7 
X D / O 


OTi 


Xj X o 


7\ 
r\ 


^ D U 




• O / X 


11 


. 271 


11 


. 428 


\ , 


00 


46 . 


13 


AT'OM 
I\ X VJi*l 


X D / / 


OT? 


T.VQ 
Xj X o 


A 
t\ 


9 n 
^ o u 


1 

J X 


T 

. O O J 


1 0 


.641 


12 


733 


1 _ 


0 0 


48 . 


3 1 


ATOM 


1 "7 P 
X D / O 


IN 


T .VQ 
Xj X O 


A 
r\ 


9<^ n 
^ o u 


3 0 


.799 


11 


3 93 


13 


. 8 94 


1 . 


00 


47 . 


46 


ATOM 


1 ^ 7 Q 
X D / 3 


IN 


TT .T? 
X XjCj 


A 

r\ 


^ O X 


9 7 


R"^ 9 

. 3 .J ^ 


12 


.2 83 


11 


. 542 


1 , 


00 


22 . 


60 


ATOM 


T Q n 
X o o u 


PA 


X XjCi 


A 
n 


9 fil 
^ O X 


9 




13 


.3 81 


11 


. 642 


]_ , 


00 


19 . 


96 


ATOM 
r\ X ^1*1 


X O O X 


r" 


X LiC* 




9fi1 

^ O X 


9 


• J 3 o 


14 


. 027 


10 


. 272 


1 , 


00 


17 . 


, 51 


ATOM 


X o o ^ 


o 


TT.P 

X 1 iTi 




261 


27 


. 286 


14 


.420 


9 


. 585 


1 . 


00 


17 , 


.46 


ATOM 


X O O J 


PR 


X XjCj 


p^ 


261 


27 


. 007 


14 


.436 


12 


. 719 


1 . 


00 


18 . 


.47 


ATOM 


X O O 


P01 


X XjCi 


A 
/a 


9 ^^ 1 

<^ O X 


2 7 


.110 


13 


.771 


14 


. 090 


1 , 


00 


15 . 


. 26 


ATOM 


T <^ ft 
X O O D 




X Xjlii 


^ 


261 


2 5 


.95 9 


15 


.561 


12 


.833 


1 . 


00 


20 . 


. 19 


ATOM 


1 ft ^ 

X o o o 


pm 


X I.I Pi 


A 

r\. 


9fi 1 

^ O X 


9 ft 


09 9 

. \J £t £i 


14 


.4 88 


15 


. 024 


1 . 


. 00 


19 . 


. 17 


ATOM 


1 ft T 
X D O / 


M 
IN 




A 


9<^ 9 
o ^ 


2 5 


. 27 ^ 


14 


.04 5 


9 


. 8 71 


1 , 


00 


17 . 


, 50 


ATOM 


1 ^ftft 

X o o o 


PA 






9^^9 


24 


659 


14 


. 617 


3 


. 607 


1 , 


. 00 


18 , 


, 94 


ATOM 


X Q O 7 


p 






262 


25 


. 13 8 


16 


. 066 


8 


. 372 


1 . 


. 00 


20 . 


. 67 


ATOM 


X O 17 U 




T.PTT 


a 

n 


9fi9 


9 R 


■ J? J o 


16 


.328 


7 


. 466 


1 , 


. 00 


22 . 


, 13 


ATOM 


X O 7 X 


PR 


T.T?TT 


p^ 


9fi9 


23 


. 128 


14 


.559 


8 


. 550 


1 , 


. 00 


13 , 


. 08 


ATOM 


X O 7^ 


PO 


T.T?TT 
XjXIiLf 


A 


9fi 9 


22 


. 423 


13 


.3 85 


7 


. 868 


1 , 


, 00 


14 . 


.46 


ATOM 


X O J7 J 


PTil 


T 1?TT 


A 
i\ 


9 9 


9 9 


Q R 9 

• 27 D ^ 


12 


.0 62 


8 


.3 69 


3_ _ 


00 


14 . 


. 8 9 


a "POM 
/\X ^Jlrl 


1 ^ Q A 




T PTT 


A 


9 <^ 9 


9 n 


Qd. 9 

. 271 £. 


1 7 

X ^ 


4. ft R 

. *4 O O 


g 


, 066 


\ 


00 


7 ^ 


. 5 6 


ATOM 
AX ^lYl 


1 C Q 
X O ^ D 


M 

iN 




A 


^ O J 


9 A 


. 1 \i £, 


1 

X D 


Q ft ^ 

. 27 O D 


9 


.226 


1 . 


00 


20 . 


. 64 








TSUI? 




9 <J 1 


9 R 


. U J fi 


1 ft 
X O 


T Q7 

. J 27 / 


q 

27 


n Q 

. U D 27 


1 


00 


2 0 


0 7 


ATOM 


1697 


c 


PHE 


A 


263 


25 


.969 


18 


. 969 


10 


. 151 


1 , 


. 00 


20 , 


.50 


ATOM 


1698 


o 


PHE 


A 


263 


25 


.579 


19 


.819 


10 


.959 


1, 


.00 


20, 


.92 


ATOM 


1699 


CB 


PHE 


A 


263 


23 


.719 


19 


.193 


8 


.998 


1, 


.00 


18, 


.23 


ATOM 


1700 


CG 


PHE 


A 


263 


22 


.697 


18 


.609 


8 


,022 


1, 


.00 


14 , 


.68 


ATOM 


1701 


GDI 


PHE 


A 


263 


22 


.953 


18 


.563 


6 


.653 


1, 


.00 


12, 


.98 


ATOM 


1702 


CD2 


PHE 


A 


263 


21 


.484 


18 


. 118 


8 


.473 


1 , 


. 00 


9 


.26 


ATOM 


1703 


CEl 


PHE 


A 


263 


22 


.016 


18 


, 029 


5 


. 760 


1 . 


. 00 


8 


.44 


ATOM 


1704 


CE2 


PHE 


A 


263 


20 


.551 


17 


.586 


7 


.584 


1 


. 00 


5 


.41 


ATOM 


1705 


cz 


PHE 


A 


263 


20 


.824 


17 


.541 


6 


.222 


1 . 


. 00 


3 


.79 


ATOM 


1706 


N 


PRO 


A 


264 


27 


.229 


18 


.528 


10 


.159 


1 , 


. 00 


19 


.70 


ATOM 


1707 


OA 


PRO 


A 


264 


28 


.184 


19 


.012 


11 


.160 


1 


.00 


23 


.64 


ATOM 


1708 


C 


PRO 


A 


264 


28 


.643 


20 


.436 


10 


.950 


1 


.00 


25 


.18 



76/150 



10/501002 



FIG. 2DD 



ATOM 


1 n Q 


\J 


DPO 
IrKxJ 


A 


4^ Drt 


28 . 


040 


21 


. 173 


10 . 


. 185 


1 . 


00 


25 . 


, 01 


Al VjIVl 


inn 




DPO 

fK\J 


A 
A 






0 ^ 


18 


, 026 


11 


. 024 


\ , 


00 


22 . 


, 88 




X / X ± 




DDO 


A 
A 


^ 0 ri 


9 Q 
^ I? • 


272 


1 7 


.63 8 


9 


.570 


1 . 


00 


20 . 


. 00 




1 1 o 






A 
A 


^ 0 *z 


27 . 


0 X *± 


17 


4 64 


9 


. 341 


1 , 


00 


19 . 


.45 




1 T 1 "3 
i / -L J 


IN 


OT V 


A 
A 


^ D 3 




74 1 

/ *± X 


9 0 


.8 07 


11 


. 606 


1 , 


00 


27 . 


, 92 




J. /Xfl 




KjXj X 


A 
A 


0 c; 






99 


1 fiO 

• X 0 w 


11 


.447 


1 ^ 


0 0 


32 . 


. 00 


ATOM 


J. f XO 




V^Xi X 


A 
A 


^ D 3 


1 

J X • 


0*^ ft 
\j J 0 


22 


. 802 


12 


. 586 


1 , 


00 


32 , 


. 60 


ATOM 


1. f ±o 


0 


0X1 X 


A 
A 


"5 R 
^ D 3 




\j I ^ 


22 


. 306 


13 


. 047 




00 


33 . 


. 24 


ATOM 


T "71 "7 




Arcvj 


A 
A 


^ D 0 




3 / X 


9 


, 976 


12 


. 985 




00 


31 , 


► 55 


A TOM 


1 "7 1 Q 
X / X O 


oa 

V^A 


Arcvj 


A 
A 


^00 




X ^ / 


24 


.726 


14 


. 058 


1 ^ 


00 


32 . 


. 94 


A TOM 


X / X y 


v_ 


AT?0 


A 
A 






9 0 0 
^ u w 


9 R 


. 778 


14 


.485 


1 ^ 


00 


33 . 


. 00 


A TOM 


T T o r» 
X / ^ U 


0 


A DO 


A 
A 


0 <^ 
^ D 0 




U X j7 


9 


04*3 


15 


. 670 


1 , 


00 


31 . 


. 47 




X / X 


OT3 


A DO 


A 

A 


0 C 
^ D 0 


0 Z . 


4 P 
100 


9 ^ 


4 n 1 

. 1 \J X 


1 9 

X J 




]_ ^ 


00 


34 


. 09 


A TOIWT 

Aiuiyi 


T "7 O T 




A DO 
AKo 


A 

A 


0 C 
^ D 0 


9 
0 Z . 


"3 9 9 
0 Z 1 


9 

z 0 


"3 Q'3 

. J) 27 J 


1 9 

X 


.414 




00 


33 


. 3 6 


ATOM 


1 "7 O "3 
X / Z .3 


V^U 


Alvvj 


A 
A 


0 




D 


9 

^ 0 


• D^ 


1 9 
X ^ 


009 


1 ^ 


00 


31 < 


. 74 


ATOM 


1 TOA 
± / Z*± 






A 
A 






D 3 J 


97 


. 527 


10 


. 659 


1 , 


00 


30 , 


.39 


ATOM 


X / Z 3 




AX\.V3 


A 
A 




ot ■ 


91 ft 
r X 0 


97 


. 748 


9 


.900 


1 ^ 


00 


24 , 


.25 


ATOM 


1 T O 
X O 


TVTUI 

JNlrlx 


ADO 


A 

A 


4^0 0 


J 3 > 


y J 3 


97 


4 ft'^ 


1 0 

X w 


. 34 6 




00 


25 


. 66 


A TOM 

Al vJM 


T "7 O T 

± /Z / 




ADO 


A 

A 


0 c 
46 0 0 


J 1 • 


c; c; 9 
3 D 


9 P 


19 9 
* J. J ^ 


p 

0 


. 64 8 


3_ ^ 


00 


25 


, 54 


A TOM 

Ai vJIn 


X / ^ O 


"NT 


A CD 
Aof 


A 

A 


0 0 

ZO / 


9 Q 

^ y . 


0 X ^ 


9 <^ 


"3 9 7 


1 9 
X 0 


.4 91 




00 


33 


. 80 


Ai UlVi 


T TO Q 


0 A 


A CD 
AO XT 


A 
A 


ZO f 


9 R 


3 0 ^ 


9 7 


. J 3 0 


13 


. 714 




00 


3 0 


. 50 


TiT^OVI 

AiUM 


1 "7 "3 r» 

X / J u 


V- 


A CD 
Aof 


A 

A 


ZXD I 


9 1 


4. Q 
ri 0 I? 


9 7 


9 9 0 


1 9 
X ^ 


• 0 ^ 0 


^ 


00 


26 


. 92 


ATOM 


X X 


r\ 
\J 


A GD 


A 

A 




9 '7 


9 


9 


^^1 A 
. 0 X*4 


11 


.627 


1 . 


0 0 


26 


. 99 


ATOM 


± / J Z 


Co 


A CD 


A 

A 


ZO / 


9 Q 

z y • 


1 QP 
X y 0 


9 P 


799 


1 9 

X J 


fil 1 

. Q X X 




00 


37 


. 4 9 


ATOM 


1 T3 *3 




A CD 
Aof 


A 

A 


0 C7 
ZO / 


9 P 
z 0 • 


9 P4. 
z 01 


9 Q 


ft 90 


1 4 

Xrt 


090 


1 

X « 


00 


4 0 


. 83 


A TOM 

Ai vjiyi 


T OO j4 




A CD 

AO IT 


A 

A 


ZO f 


9 7 
Z / • 


y ^ y 




• Q QO 


1 9 

X J 


. X / 9 


2 , 


00 


44 


. 75 


ATOM 


T T O C 
X / J 5 


OT^O 

\JUZ 


A CD 
AoF 


A 

A 


ZO 1 


9 9 
Z / . 


PA 4 


9 Q 

z y 


7QQ 

. / yy 


1 R 

X 3 


909 


1 

X . 


00 


44 


. 89 


Al UJYi 


T O "3 ^ 

X / o b 




TVD 

X xK 


A 

A 


0 ^ Q 


9 

z b . 


"3 "3 n 

. J J u 


9 7 

z / 


R 7 


1 9 
X 4^ 


Q 0 7 


X . 


0 0 


9 ^ 


. 13 




1 "7 O O 


\^A 


TVD 


A 

A 


0 Q 

Zoo 


9 

Z D . 


1 9 "3 
X / J 


9 7 
Z / 


P 77 
.Oft 


1 9 
X ^ 


09 0 
. VJ ^ u 




0 0 


24 


. 7 1 


ATOM 


T O O Q 

X / J o 


\^ 


TVD 
i XK 


A 

A 


0 C Q 

Zoo 


9 

Z D . 


4 4 4 
f± fi f± 


9 P 

z 0 


9 OP 

. ^ u 0 


1 0 

X \J 






00 


2 5 


. 1 6 


AiUIVl 


T "7 O Q 

X / J y 


0 


TVD 

1 xK 


A 

A 


0 Q 

4& b 0 


9 4 
Z I • 


, I) b y 


9 P 

z 0 


09 0 


q 


71 R 

. / X 3 


X • 


00 


2 6 


. 18 


A TOM 


X u 


OTi 


TVD 
X XK 


A 

A 


0 c n 


94 


, X / 0 


9ft 

z 0 


ft ftQ 

• 0 0 17 


1 9 
x^ 


. 3 ^ X 




00 


23 


. 8 8 


A TOM 

Al vJN 


X X 




TVD 
X X K 


A 

A 


Zoo 


9 T 
Z J . 


*3 1 ft 

, J Xo 


9 ft 


4 R4 


1 9 


701 

. / w X 


1 , 


00 


25 


.55 


A TOIUf 


T '^ A o 


OTkl 
L-UX 


TVD 
X X K 


A 

A 


0 £ n 
zoo 


9 1 
Z J < 


1 3 U 3 


9 7 


949 


1 4 
x^ 


. J ^ 0 


1 . 


00 


24 


. 78 


ATOM 


"1 0 /I T 
X /4 J 


OT^O 
K^UZ 


TVD 

I xK 


A 

A 


0 C Q 

.z b 0 


9 9 
Z Z . 


9 t^9 

, ZO ^ 


9 Q 

z y 


94.9 
. Z ^ 


1 4 
x*± 


1 00 
« X u u 


1 

X • 


00 


28 


. 07 


AivJM 


T T /I /I 
X / 41 ^ 


OCT 


TVD 
J. i K 


A 
A 


0 Q 
z b 0 


9 9 
^ z . 


9 Q 


9 <^ 


fl94 
. 0 0*± 


15 


9 fi7 




00 


26 


. 43 


A T^OIV/I 


1 Til c; 


OT70 

y^cjZ 


TVD 

X X rC 


A 
A 


zoo 


9 1 
Z X . 


"3 Q c: 

. J J7 -J 


9 ft 


R ^9 


15 


.101 




00 


29 


. 67 


A T"/^!^ 

AiCJN 


T "7 /I 
X /4 0 




TVD 
i X K 


A 

A 


0 C Q 

Z b 0 


9 1 
Z X . 


9 

. D / b 


9 7 
Z / 


c; 9 


1 R 
X o 


794 


X . 


00 


2 8 


. 3 2 


ATOM 


T 7 /I "7 
X /4 / 


OIJ 

OH 


TVD 

1 X K 


A 
A 


0 C Q 

z b 0 


9 n 
z U 4 


9 Q 

. b / y 


9 7 
Z / 


9 0 <^ 
. 0 u 0 


1 ^ 

X 0 


7 9 0 


1 

X • 


on 


3 0 


. 67 


A T^OM 


1 O /I Q 

X /4 0 


JN 


T T 17 


A 

A 


0 C Q 

z b y 


9 

z b • 


. b X u 


9 P 

z 0 


779 


1 0 
X u 


. ^ 0 X 


1 

X < 


00 


25 


. 3 9 


ATOM 


T "7^ 0 

X /4 y 


OA 

v_A 


TT t? 


A 

A 


0 £ Q 

z 0 y 


9 c 
z b < 


Q9 1 

> y / X 


9 Q 

z y 


1 9fi 
. X J 0 


p 

0 


ft Q1 
■ 0 7 X 


1 

X • 


00 


24 


. 88 


A TOM 


1 TT c rt 
X /DU 




TT C 


A 

A 


z 0 y 


9 9 

Z / < 


4. 9 R 


97 


ft cqO 
• 0 3 u 


p 

0 


99 0 


1 

X i 


00 


24 


. 23 


ATOM 


1 "7 C T 


0 


XXjCi 


A 

A 


zb y 


9 ^ 
Z b . 


P (^9 


9 7 
Z / 


4 19 
. rt XZ 


■7 


9 9 R 
. Z J 3 


X • 


on 






ATOM 


TOCO 




T T T7 
X Xilii 


A 

A 


0 £r Q 
Zozi 


9 Q 
Z 0 ■ 


. X y b 


"3 n 


IIP 
. X X 0 


p 
0 


P4 9 
. 0 ft Z 


1 

X . 


0 0 


24 


. 89 


ATOM 


1753 


CGI 


ILE 


A 

A 


0 £r Q 
Z b y 


0 O 

Z / . 


Q n ^ 


9 1 

J X 


. ft b J 


Q 

y 


1 Q 

. D X y 


T 

X . 


0 0 


94 
^ ft 


4 

. *± D 


A T'OA/T 
AiOM 


T 0 C yi 
X /D4 


00 0 


T T 

XXjIIi 


A 

A 


0 C Q 

z b y 


9 P 

z 0 . 


^ 9 p 

> b ^ 0 


■3 n 


9 9 4 
. J Z rt 


■7 


411 
. fx X X 


]_ 


00 


25 


. 6 4 


ATOM 


1755 


GDI 


XT "C 


A 


0 Q 

z b y 


0 C 

z b . 


Q T7 

. y / / 


9 9 
J z 


9 Q 

. J b y 


a 
0 


7^7 


X . 


0 0 


2 1 


9 9 


ATOM 


1756 


N 


ASP 


A 


270 


28, 


.468 


27 


.268 


8 


. 823 


1 . 


. 00 


24 


.17 


ATOM 


1757 


CA 


ASP 


A 


270 


29, 


.099 


26 


.020 


8 


.374 


1. 


.00 


26 


.59 


ATOM 


1758 


C 


ASP 


A 


270 


28, 


.009 


24 


.978 


8 


.119 


1. 


. 00 


26 


.04 


ATOM 


1759 


0 


ASP 


A 


270 


27, 


.804 


24 


.492 


7 


.003 


1. 


. 00 


26 


.38 


ATOM 


1760 


CB 


ASP 


A 


270 


30 


.058 


25 


.526 


9 


.483 


1 , 


.00 


25 


.96 


ATOM 


1761 


CG 


ASP 


A 


270 


31. 


.198 


24 


.667 


8 


. 959 


1 , 


. 00 


23 


.06 


ATOM 


1762 


ODl 


ASP 


A 


270 


32 


.246 


24 


.588 


9 


. 624 


1 , 


. 00 


19 


. 74 


ATOM 


1763 


OD2 


ASP 


A 


270 


31 


.055 


24 


. 060 


7 


. 880 


1 


. 00 


31 


.30 


ATOM 


1764 


N 


GLN 


A 


271 


27 


.234 


24 


.764 


9 


.168 


1 


. 00 


25 


.91 


ATOM 


1765 


CA 


GLN 


A 


271 


26 


. 133 


23 


. 820 


9 


.211 


1 


. 00 


24 


.57 


ATOM 


1766 


C 


GLN 


A 


271 


25 


.089 


24 


.056 


8 


.121 


1 


.00 


23 


.81 


ATOM 


1767 


0 


GLN 


A 


271 


24 


.563 


23 


.103 


7 


.549 


1 


.00 


25 


.98 



77/150 



10/301002 





X / o o 




VjXuM 


A 
A 




1 T C Q 




vjXiiV 


A 
A 




1 "7 r\ 




V^ijlM 


A 
A 


Ax vJJYi 


J. / / ± 


UCiX 


OJ-liN 


A 
A 


TV npOA/i 
Ai vJJYl 


T "7 T O 




m KT 

VjJ_iINJ 


A 
A 


AHjra 


1 "7 "7 1 


In 


J. I\.ir 


A 
A 


Ai LiJYl 


J. / 


VjA 


TDD 


A 


AUJI*! 


± / t O 




TDD 
i Kit 


A 

A 


Ai UW 


J. / / D 


U 


TDD 

i KfT 


A 

A 


Ai Uv^ 


T T "7 T 

± / / / 




TDD 
i Kf 


A 
A 


Ai ujyi 


1 T Q 


UVj 


i Kf 


A 

A 


Ai ujyi 


1 "7 "7 O 


t-iJX 


i Kf 


A 

A 


Ai UFl 


T "7 Q 




TD D 

i Kir 


A 

A 


Ai vJM 


T "7 Q T 
X / O X 


IVTCI 

JNiiiiX 


i KP 


A 

A 


AiOM 


T T O O 




TDD 

i KF 


A 

A 


TV rp/^TUf 

AiUM 


J. /o J 




TDD 

i Kf 


A 

A 


TV T»/^TUT 

AiUM 


X /o4 




TDD 

i KF 


A 

A 


AiOM 


T "7 O C 

X /oo 




TOD 

i Kf 


A 

A 


Ai UM 


T T Q C 
X /O D 




TD D 
i KF 


A 

A 


Ai UJVl 


1 "7 Q "7 

X /o / 


M 

JN 


A CM 


A 

A 


Ai OM 


1788 


L.A 


A OKT 


A 

A 


AiUM 


T "7 Q Q 

X /o y 




A GKT 


A 

A 


AiUM 


T "7 Q 

X /yu 


U 


A OTVT 


A 

A 


AiUM 


1 "7 Q T 
X /7X 




A CXT 


A 

A 


AiUM 


T "7 Q O 


/-I /-I 


A OXT 

AoM 


A 

A 


AiUM 


1 "7 Q "2 

X /yo 


ULIX 


A CM 


A 

A 


AiUM 


X / y 




A OXf 


A 

A 


Ai UM 


T "7 O C 

X / y 3 


TVT 


T VO 

ij X o 


A 

A 


Ai UM 


1 "7 Q £r 

X / y D 


OA 

UA 


T VO 

ij JL O 


A 

A 


Ai UM 


T "7 Q T 

X / y / 


U 


T VO 
Xl X O 


A 

A 


AiUM 


T T Q Q 

X / y o 


u 


T VC 
Xl JL O 


A 
A 


AiUM 


1 T Q Q 

J. /yy 




T VG 


A 

A 


AiUM 


XoUU 




T VG 
XiX O 


A 

A 


AiUM 


XoUX 


r*T\ 

K^U 


T VG 
ijXO 


A 

A 


AiUM 


T Q n o 
XoU2 




T VO 

Li X o 


A 

A 


Ai UM 


1 o r» o 
X o 0 J 




T VO 

ijx O 


A 

A 


Ai UM 


T Q n /I 
X O U 4 


IN 


TfA T 


A 

A 


Ai UM 


1 Q c 
Xo 0 D 


A 

L.A 


TTA T 
VAij 


A 

A 


Ai UM 


T O A ^ 
X O U O 


/—I 

U 


T7A T 
VAL 


A 

A 


AiUM 


1 Q A "7 

XoU / 


U 


17AT 

VALi 


A 

A 


ATOM 


loOo 


CB 


T7A T 
VAJj 


A 

A 


ATOM 


1 O A O 


Col 


VALi 


A 

A 


ATOM 


1810 


CG2 


VAL 


A 


ATOM 


1811 


N 


ILE 


A 


ATOM 


1812 


CA 


XLE 


A 


ATOM 


1813 


C 


XLE 


A 


ATOM 


1814 


O 


ILE 


A 


ATOM 


1815 


CB 


ILE 


A 


ATOM 


1816 


CGI 


ILE 


A 


ATOM 


1817 


CG2 


ILE 


A 


ATOM 


1818 


GDI 


ILE 


A 


ATOM 


1819 


N 


GLU 


A 


ATOM 


1820 


CA 


GLU 


A 


ATOM 


1821 


C 


GLU 


A 


ATOM 


1822 


O 


GLU 


A 


ATOM 


1823 


CB 


GLU 


A 


ATOM 


1824 


CG 


GLU 


A 


ATOM 


1825 


CD 


GLU 


A 


ATOM 


1826 


OEl 


GLU 


A 



FIG. 2EE 



271 25.501 23.926 

271 24.574 22.818 

271 24.013 23.050 

271 24.725 23.485 

271 22.726 22.781 

272 24.763 25.311 
272 23.783 25.576 
272 24.419 25.204 
272 23.751 24.749 
272 23.358 27.037 
272 22.364 27.377 
272 22.557 28.269 
272 21.006 26.884 
272 21.412 28.374 
272 20.446 27.542 
272 20.217 25.965 
272 19.130 27.298 
272 18.909 25.725 

272 18.377 26.391 

273 25.729 25.353 
273 26.408 25.013 
273 26.158 23.544 
273 25.748 23.187 
273 27.912 25.316 
273 28.227 26.798 
273 27.348 27.621 

273 29.488 27.143 

274 26.278 22.719 
274 26.072 21.271 
274 24.626 20.942 
274 24.361 19.937 
274 26.451 20.566 
274 27.811 20.904 
274 28.900 20.434 
274 30.186 20.267 

274 31.204 19.327 

275 23.680 21.770 
275 22.286 21.487 
275 21.968 21.762 
275 21.204 21.023 
275 21.282 22.310 
275 19.836 21.995 

275 21.498 22.025 

276 22.580 22.801 
276 22.320 23.168 
276 23.120 22.356 
276 22.640 22.087 
276 22.506 24.703 
276 23.916 25.139 
276 21.429 25.464 

276 24.426 26.400 

277 24.313 21.923 
277 25.091 21.156 
277 24,653 19.705 
277 25.080 19.002 
277 26.572 21.265 
277 27.058 20.421 
277 28.553 20.552 
277 29.232 19.510 



10 . 


, 593 


1 , 


00 


25 . 


. 83 


10 . 


, 984 


1 . 


00 


27 , 


. 68 


12 . 


, 3 57 


1 . 


00 


26 . 


. 89 


13 . 


. 281 


1 . 


00 


23 , 


. 91 


12 . 


504 


1 . 


00 


25 . 


. 73 


7 , 


. 830 


1 . 


00 


22 


. 13 


6 . 


. 788 


1 . 


00 


19 


. 21 


5 . 


. 457 


1 , 


00 


18 . 


. 17 


4 , 


. 534 


1 , 


00 


16 . 


. 56 


6 . 


, 775 


1 . 


00 


17 . 


. 37 


5 


. 686 


X . 


00 


13 


. 75 


4 


.659 


1 , 


00 


15 


. 4 0 


5 . 


.535 


1 . 


00 


15 


.21 


3 , 


. 897 


1 , 


00 


16 


. 90 


4 ^ 


. 408 


1 , 


00 


14 


. 3 9 


6 


. 241 


1 , 


00 


14 


. 65 


•a 


. 971 


1 , 


00 


14 


. 28 


•7 < 


. 808 




00 


13 


. 40 


A 


. o o o 




no 


16 


. 9 6 


^ ' 


7 7 7 




00 


19 


. 02 


4 


, 14 6 




00 


22 


. 4 8 




P ^ ^ 

• O D Q 






22 


. 4 7 


2 


7 R Q 


1 . 


00 


22 


. 01 


4 


. 23 8 




. 00 


22 


. 52 


4 


, 062 




. 00 


21 


. 44 




. r Q X 


1 . 


. 00 


21 


. 70 


4 


.209 




00 


24 


. 93 


4 


. 914 




00 


23 


. 46 


4 


.805 


1 ^ 


. 00 


18 


. 10 


4 


4. 7 


1 


. 0 0 


18 


. 0 0 


3 


.833 


1 ^ 


, 00 


22 


. 35 


5 


. 093 


1 , 


, 00 


15 


. 27 


D 


. Q w w 


1 


. 00 


14 


. 30 


C 


. 691 




. 00 


19 


. 69 


5 


.5 02 




. 00 


24 


. 70. 


5 


.8 96 




. 00 


31 


. 99 


4 


fl Q P 
. O 7 o 




. 0 0 


18 


. 18 


4 


.581 




. 00 


20 


. 59 


•a 


Tin 
« X X u 


X ' 




23 


. 32 




• too 




00 


25 


. 67 


c 


• *x rt 7 




00 


17 


. 97 


c 


. U t 3 


X . 


no 


15 


. 19 


o 


.7^0 




00 


19 


. 77 






X 


Ci n 

. \J u 


23 


. 82 


X 


1 i^A 
. X Q fi 


1 

X 


n 0 


20 


. 92 


u 


1 A 7 
. X^t / 


-1 

X 




2 0 


60 


- U 


Q 


X 


n A 




f^A 


0 


.926 


1 


. 00 


18 


.18 


1 


.336 


1 


.00 


18 


.15 


1 


.643 


1 


.00 


9 


.12 


0 


.674 


1 


.00 


16 


.28 


0 


.511 


1 


.00 


20 


.50 


-0 


,423 


1 


. 00 


23 


.41 


-0 


.550 


1 


. 00 


28 


. 35 


-1 


.468 


1 


. 00 


34 


.25 


-0 


.117 


1 


.00 


19 


.67 


0 


.982 


1 


.00 


24 


.35 


1 


.136 


1 


.00 


30 


.31 


1 


.313 


1 


.00 


35 


.18 



78/150 



FIG. 2FF 





X. O ^ / 




dJ .IT 

VJXJW 




277 


29 . 


. 050 


21 . 


. 704 


1 , 


. 058 


1 . 


00 


28 


. 91 


a TOM 


1 P9 ft 
J. o ^ o 


NT 
IN 


GLN 




278 


23 . 


. 795 


19 . 


, 245 


0 


. 350 


1 , 


00 


26 


.32 


ATOM 


1 P 9 Q 

J. O ^ 27 


PA 


GLN 




2 78 


Z J • 


. 316 


17 , 


.880 


0 


. 283 


1 . 


00 


22 


. 89 


ATOM 


1 R 7 n 

-L O J u 


o 


wXjxm 


A 
A 


2 78 


21 , 


, 888 


17 . 


. 806 


- 0 


. 235 


1 . 


00 


22 


.44 




1 ft 1 


o 


^XilM 




278 


2 1 


.58 0 


16 . 


. 978 


_ 1 


. 089 


1 . 


00 


23 


. 76 




X O J ^ 


^13 


GliN 




278 


23 . 


. 422 


17 . 


, 212 


1 


. 649 


1 . 


00 


23 


. 63 




X O J J 


pn 


V7XJIM 


A 
A 


P7R 


24 


. 850 


17 . 


, 022 


2 


. Ill 


1 , 


00 


25 


. 91 


ATOM 


X O J 1 


pn 


V7XJI.M 


A 
A 


^ / o 


24 . 


. 918 


16 , 


. 301 


3 


. 446 


1 . 


00 


29 


.41 


a TOM 




OT?1 


OXjIN 


A 
A 


97fl 
^ / o 


24 


. 521 


15 . 


, 139 


3 


. 552 


1 . 


00 


26 


. 75 


ZiTOM 


1 ft 

X O J o 




VJXjlN 




2 78 


2 5 


, 407 


16 . 


. 993 


4 


. 476 


1 . 


00 


30 


.71 




1 ft ^7 
X O J / 


In 


XjCjU 




27 9 


2 1 


. 018 


18 . 


.676 


0 


. 263 


1 , 


00 


20 


. 12 




1 ft ft 
X O J o 


PA 


T.PTT 




27 9 


1 9 


. 628 


18 . 


. 681 


- 0 


. 171 


1 . 


00 


20 


. 56 


ATOM 


1 ft "5 Q 

X O J 17 


o 


XjCjU 


A 
A 


9'7 Q 


X 7 


• J Q 7 


1 9 


.8 04 


_ 1 


.2 00 


1 . 


00 


20 


. 66 


ATOM 


T Q A n 

X o ft u 


o 


T TTTT 


A 
A 




1 ft 
X o 


. z / o 


X ^ . 


.908 


_ 1 


. 758 


2. . 


00 


20 


. 4 0 


ATOM 


1 ft A 1 
X X 


PR 


T.TTIT 


A 
A 


^ / 17 


1 ft 

X o < 


, 678 


18 


. 852 


1 


. 036 


1 . 


00 


19 


. 86 


ATOM 




pn 


T.'PTT 


A 
A 


^ / 7 


18 


. 904 


18 


. 176 


2 


. 405 


1 . 


, 00 


19 


.25 


ATOM 




pm 




A 
A 


^ / 7 


1 7 

X / < 


. 786 


18 


. 595 


3 


. 383 


1 . 


, 00 


12 


. 82 


ATOM 








TV 
A 


9 7 Q 


1 ft 
xo 


. / 


X o . 


• D U X 


2 


. 278 




00 


17 


. 53 


ATOM 


-L O ft O 


IN 


PT V 
VjXj X 


A 
A 


9 ft n 
^ o u 


9 D 
Z 


. ^ D 3 


9 0 

z yj , 


. O O J 


_ 1 


. 4 02 


_ 


00 


21 


. 53 


ATOM 


X O ft O 


PA 
^A 


PT .V 


A 
A 


9 ft n 
^ o u 


9 0 

Z \J 


.24 3 


21 


. 768 


_ 2 


.3 38 




00 


21 


. 98 


ATOM 


X O ft / 


o 


PT.V 


A 
A 


9 ft n 
^ o u 


X 17 


• / o ^ 


23 


0 72 


_ 1 


. 749 


1 . 


00 


24 


, 54 


ATOM 


1 ft A ft 
X oft O 


o 


PT.V 


A 
A 


9ft O 
Z O V 


1 Q 
X y 


. *± tj X 


23 


. 165 


- 0 


. 569 


1 , 


00 


26 


. 75 




1 Q A Q 




X flK. 


A 

A 


9 ft 1 
4^ o X 


1 Q 
X27 


^4 ft 

. Dfx O 


9 4 
Z fx 


n Q R 

. \J 27 J 


_ 9 
z 




1 , 


0 0 


24 


. 4 9 


ATOM 


1 Q n 

X03 U 


PA 


TMP 


A 

A 


9ftT 
^ O X 


1 Q 
X 7 


1 '7 A 

• X / ft 


25 


. 3 94 


_2 


. 145 


1 . 


. 00 


28 


. 73 


ATOM 


1 ft e;t 
X03X 


r* 

\^ 


THP 


A 
A 


9 ft T 
^ O X 


X / 


7 


25 


. 347 


_2 


. 013 


1 _ 


. 00 


30 


. 15 


ATOM 


1 ft c;0 
X O 3 ^ 


o 


TWP 


A 
A 


^ O X 


X o 


■ J7 3 D 


24 


. 708 


_2 


. 818 


1 , 


. 00 


31 


. 24 


ATOM 
A i win 


1 ft "5 
X O 3 O 


PR 


TWP 


A 
A 


^ O X 


X Z7 




z o 


* «7 J 7 


-3 


. 129 


1 , 


, 00 


30 


. 04 


ATOM 


T Q C /I 
X C5 Dft 


om 


THP 


A 
A 


9 ft 1 
^ O X 


9 1 

Z X 




9 

z o 


2 84 


_ 3 


. 514 


1 . 


. 00 


29 


. 3 0 


ATOM 


1 ft c; 

X O D ID 




TMP 
X nrt 


A 
A 


9 ft 1 

^ O X 


1 Q 
X ^ 


. 64 9 


2 7 


. 912 


- 2 


.4 50 


1 , 


. 00 


3 1 


. 8 0 


ATOM 


1 ft c; 

X O D O 


In 


DPO 


A 
A 


2 82 


17 


. 074 


2 5 


. 969 


- 0 


.951 


1 , 


. 00 


3 0 


. 63 


ATOM 


1 ft c:'7 

X O D / 


PA 


DPO 


A 
A 


9 ft 9 


X 3 


fi91 

• O Z X 


9 

Z 


. 973 


- 0 


. 742 


1 , 


. 00 


3 1 


. 3 9 


ATOM 


1 pc;;ft 

X030 


r> 


DPO 


A 
A 


9R9 
4& o ^ 


x*± 


7Qn 
• f 


z o 






. 860 


1 


. 00 


35 


. 04 


ATOM 


1 ft Q 
X03 7 


o 


DPO 


A 

A 


9 ft9 


X 3 




27 


. 622 


_2 


. 442 


1 , 


► 00 


34 


. 15 


ATOM 


1 ft ^ n 

XoO u 


PR 


DPO 


A 
A 


9ft9 


X ^ 


• fx Q 3 


9^^ 

Z Q 


. 736 


0 


. 576 


1 


. 00 


27 


. 71 


ATOM 


1 ft 1 
X O O X 


nn 


DPO 


A 
A 


282 


16 


.711 


2 6 


. 411 




. 309 


1 


. 00 


28 


. 19 


ATOM 
/A. X KJVl 


X o o ^ 


pn 


DPO 


A 
A 


282 


17 


763 


2 6 


. 542 


0 


. 215 


1 


. 00 


26 


. 87 


ATOM 


X O D J 


i>j 


PVQ 


A 
A 


^ o ^ 


X J 


• O O X 


9 R 

Z 


. -7 J ^t 


- 2 


. 102 


1 


. 00 


3 9 


. 56 


ATOM 


X O D ft 


PA 


PVQ 
^ X o 


A 
A 


^ O J 


12 


fi7ft 


2 6 


.34 8 


- 3 


. 116 


1 


. 00 


42 


. 11 


ATOM 


T ft c; 
X O O 3 


o 


PVQ 


A 
A 


9 ft 

^ O J 


1 9 
X z 


7 n n 

« O VJ VJ 


2 7 


.819 


- 3 


, 079 


1 


. 00 


41 


. 47 


ATOM 


1 ft^^ 
X O O D 


o 


PVQ 


A 
A 


9 ft 

^ O J 


1 9 
X z 




9fl 
z o 


« O D J 


_2 


. 022 


1 


. 00 


39 


. 65 


"R. TOM 


1 Q £ T 
XOO / 


PR 


PVG 


A 
A 


9 ft 


1 1 

X X 


■ fx U X 


9 




_ 9 
z 


. 7 J O 


1 

X < 


00 


45 


. 67 


ATOM 


xooo 


cn 
oo 


PVG 


A 

A 


9 ft "J 
^ O J 


X \J 


. O O 7 


9«; 
Z 3 


1^4 

. 3fi Q 


X 


. 228 




. 00 


49 


. 59 


ATOM 


1 ft £ Q 


iM 


DPO 


A 

A 


9 ft^ 


1 9 
X z 


• fx X D 


9 ft 
z o 


Rn7 


- 4 


220 




. 00 


43 


, 20 




T Q T r\ 
X o / U 


A 


OUO 


A 

A 


9 Q id 
Z O ft 


1 9 
X Z 


n 7 1 

. U / X 


9 Q 
Z 7 


Q 'I 
. 17 ^ ^ 


- 4 

ft 


"^4 1 
. .3 fx X 


1 

X 


. 00 


4 3 


. 55 




X o / X 


/-» 




A 

A 


9 ft 4 
Z O fx 


1 n 
X u 


^1 ft 
. D X O 


T n 

J vj 


1 Q1 

. X ^ X 


_ -3 


Q 9 c: 

. Z7 Z 3 




00 


43 


. 04 


A T<^]\A 


X O / 




DPO 


A 
A 


9 ft 4 
Z O ^ 


Q 

J7 




1 n 


1 4 n 

. X 1 u 


- 4 


7 R 






43 


, 04 


AJ.UM 


1873 






A 

A 


O Q /I 
Z O ^ 


T 9 
X Z 


. ^ Z X 


o u 


9 4 1 
. Zft X 




. o z o 


X 




4 4 
fx fx 


1 7 

. X o 


ATOM 


1874 


CG 


PRO 


A 


284 


12 


.722 


28 


.883 


-6 


.460 


1 


.00 


47 


.78 


ATOM 


1875 


CD 


PRO 


A 


284 


13 


.306 


28 


.106 


-5 


.318 


1 


.00 


44 


.72 


ATOM 


1876 


N 


ALA 


A 


285 


10 


.471 


30 


.388 


-2 


.619 


1 


.00 


40 


.82 


ATOM 


1877 


CA 


ALA 


A 


285 


9 


.196 


30 


.634 


-1 


.951 


1 


.00 


39 


.42 


ATOM 


1878 


C 


ALA 


A 


285 


9 


.559 


30 


.601 


-0 


.465 


1 


.00 


39 


.31 


ATOM 


1879 


o 


ALA 


A 


285 


9 


,146 


31 


.462 


0 


.307 


1 


. 00 


41 


.09 


ATOM 


1880 


CB 


ALA 


A 


285 


8 


.193 


29 


, 514 


-2 


.275 


1 


.00 


39 


.41 


ATOM 


1881 


N 


PHE 


A 


286 


10 


.356 


29 


.591 


-0 


. 096 


1 


.00 


36 


.13 


ATOM 


1882 


CA 


PHE 


A 


286 


10 


.840 


29 


.373 


1 


,261 


1 


.00 


29 


.31 


ATOM 


1883 


C 


PHE 


A 


286 


11 


.473 


30 


.642 


1 


.819 


1 


. 00 


29 


.93 


ATOM 


1884 


0 


PHE 


A 


286 


11 


.137 


31 


.087 


2 


.923 


1 


.00 


27 


.02 


ATOM 


1885 


CB 


PHE 


A 


286 


11 


.869 


28 


.251 


1 


.237 


1 


.00 


25 


.30 



79/150 




FIG. 2GG 



TV TT^fJf 


1 Q Q ^ 
X O O D 


oo 




A 

A 


O P c 
Zoo 


xz > 


, *t*t D 


9 '7 
z 1 » 


Q9 1 
7 J X 


9 


■ 3 0 X 


1 

X • 


00 


Iff 

X 0 < 


. 21 




T Q D T 
X O O / 


UUX 


DIJT? 


A 

A 


Zoo 


1 T 
X X. . 


9 1 
O ^ J. 






9 

J c 


. 0 ^ *x 


\ ^ 


00 


18 


. 09 




1 O O O 


L.L)Z 


FrlJi 


A 


O Q C 
Zoo 


X J . 


O X X 


9 ft 
ZO , 


n 9 c; 

U J !D 




ft 0 R 

. 0 VJ 3 


n 

X . 


no 

. VJ \J 


1 ^ 

X 3 < 


83 




1 Q Q O 

± o o y 


L.CjX 


DT-TT? 
rrriili 


A 
l\ 


ZOO 


1 9 
J. Z . 


X 3 1 


9 '7 


9 <m 




.887 


\ 


00 


18 


. 38 


TV T'/^M 

ALUM 


T Q Q n 

± o y u 


OC 

Ci1j2 


crinj 


A 


ZOO 




1 


9 1 
Z, 1 , 




A 


. \j 3 ^ 


\ 


00 

, VJ VJ 


18 


. 25 


ATOM 


1 Q O 1 
± O 7 X 




trtLCi 


A 
n 


^ O O 


1 


> 3 J J 


9 n 




5 


. 097 


1 ^ 


. 00 


15 


. 03 


ATOM 


1 Q O O 
XOI7^ 


KT 


MITT 


A 

A 


ZD/ 


xz • 


> J ^ u 


J X . 


^ 3 0 


1 

X . 


• U X 27 


1 

X ■ 


00 


J ^ < 


. 7 0 


ATOM 


X07 J 


CA 


MI?T 


A 

n. 


ZO / 


1 "5 






*± 0 3 




.411 


\ , 


. 00 


35 


. 50 


ATOM 


1 Q Q A 




MT?T 
VlCi X 


A 
rx 


ZO f 




, X X V/ 




D 3 27 




. 797 


\ ^ 


. 00 


35 


. 57 


ATOM 


1 Q Q c:: 

X o y D 


O 


MTTT 


A 
A 


ZO / 


T 9 
J. Z . 


. J D O 


J *4 . 


R ft 
D 0 0 


9 


. *± 3 0 


1 


00 


3 6 


. 2 1 


A TOM 


1 Q O ^ 

X o y b 


OD 


M'CT 


A 
A 


9 Q T 
Zo f 


XJ . 


. O D 


9 


Q 9 R 

27 J 3 


n 


. J X ^ 




00 


37 


. 4 8 


A TOM 


n Q Q T 

X o y / 


oo 


MTT 
1*1 Ci 1 


TV 

A 


9 Q T 
Zo / 


X 3 . 




"5 9 


9 90 
J ^ u 


n 


9 ft ft 
. J 0 0 




00 


3 8 


. 2 9 


A TOM 


T Q Q Q 

xo y o 


0"n 
oL/ 




A 

A 


Zo 1 


X D . 


R n 

. 3 U D 


7 n 


A R9 




9 A ft 


2_ 


no 

. VJ \J 


42 


.69 


ATOM 

AJ.UM 


1 Q O O 

xoy y 




M17T 


A 

A 


O ft T 
Zo 1 


X D . 


9 T ft 
> ^ X O 


J u . 


Q 1 ft 
2? X 0 


X 


Q9 ft 

. 27 0 0 


X , 


on 

. \J VJ 


3 9 


. 17 


ATOM 


xy 00 


XT 




A 
A 


O Q Q 
ZOO 


XU . 


ft ^ 1 
> O J J 


J j> . 


C 0*7 


n 

X 


A 9 ft 
. ft ^ 0 


1 

X , 


00 

. VJ VJ 


0 0 


. 0 ^ 


ATOM 

ATOM 


xy ox 


OA 

v_A 


T VO 
LiX O 


A 

A 


O ft ft 
Zoo 


Q 

y « 


ft Q 1^ 




D / 0 


X 


• / 3 J 


X < 


00 
■ VJ v^ 




.70 


ATOM 


xy Uz 




Xj X o 


TV 

A 


O ft ft 

Zoo 


Q 

y . 


£ n A 


1 A. 


ft 1 9 
0 J.Z 


9 


• ^ 3 X 


X < 


00 

■ VJVJ 


41 

^ X 


. ^ 3 


ATOM 


19 03 


O 


T VO 

Xj I o 


TV 

A 


O Q D 

Zoo 


Q 

y < 


•5 A "7 


J 3 . 


y X y 


9 


HA ft 
. / fx 0 


n 

X < 


00 

> V/ VJ 


A 9 


Q9 

■ 27^ 


TV T^/^lVil 

ATOM 


19 04 


CB 


T VO 

Xj X b 


A 


O Q Q 

Zoo 


Q 

o < 


. b / J 


J 4 . 


A an 

ft 0 u 


X 


n 0 A 


X ~ 


. VJ VJ 


9 Q 

J 27 


1 1 
.XX 


ATOM 


1905 


CG 


LYS 


A 


Zoo 


Q 


>1 T Q 

. 4 / y 


"2 C 


X 0 X 


- u 


9 91 
. J / X 


X < 


0 n 

. VJ VJ 


A 9 
ft Z 


1 1 
.XX 


ATOM 


190 6 




T VO 


T\ 

A 


O Q Q 

Zoo 


y . 


"J T 9 
. 0 / z 


J ^ . 


c; c; 
3 0 D 


X 


A 9 
. ft b J 


T 
X 


n n 

. U VJ 


A A 


.03 


ATOM 


1907 


CE 


LYS 


A 


288 


y . 


> Ooo 


9 C 

J b . 


9 >1 Q 


— 2 


ft 1 c: 
.0X3 


n 

X . 


0 0 


A "7 
ft / 


n9 

. VJ ^ 


ATOM 


1908 


NZ 


LYS 


A 


O O Q 

Zoo 


y . 


ft Q 1 

. ooX 


9 A 


T 9 C 




Q ft 

. yo3 


X . 


00 


A 

ft O 


. D / 


ATOM 


1 Q n o 




T VO 


TV 
A 


O Q O 

zuy 


y . 


. oxx 


J J . 


0 y X 




Q C Q 

. y b y 


X 


00 

. \J\J 


A 1 
rt X 


.3D 


ATOM 


1910 


OA 

CA 


LYS 


A 


o o o 

zoy 


y . 




9 9 


T 99 
fZZ 


b 


Am 
. ft u / 


X 


. OVJ 


A 0 
ft \J 


^ft 


A T/^M 

Al OM 


1911 


L. 


T VO 

Xi X o 


TV 

A 


O Q O 

2 o y 


X u . 


9 c 


9 9 


yyu 


0 


9 n 

. <6 U b 


X 


00 

. VJ VJ 


9 Q 

J 27 


. 17 


ATOM 


X y xz 


O 


T VO 

Li X b 


TV 

A 


O Q Q 

2 o y 


XU . 




9 9 


Q c; c 

. y 33 


/ 


A 9 
. ft 3 ^ 


X 


. VJ VJ 


9 ft 


n 

. 3 u 


A T<^M 

ATOM 


ly 1 3 


CB 


T VO 

Xt X b 


TV 

A 


O Q Q 

2 o y 


Q 

o . 


Q 9 

. oy^ 


9 9 


ft X 3 


3 


ft n 
. 0 3 u 


X 


0 n 

. VJ u 


A 9 


9 7 


ATOM 


1914 


oo 


T VO 

Xix b 


TV 

A 


O Q Q 

2 o y 


1 . 


9 9 
, ZoZ 


9 9 


9 T Q 

. Z X 27 


[T 

3 


9 9 n 

. J J u 


X 


n n 

. VJ VJ 


A 7 


. 3 X 


ATOM 


1915 


CD 


LYS 


A 


O O Q 

2o y 


c 

o ■ 


"5 ri c 

. J U D 


9 9 


9 A C 

.0 ft b 


3 


9 ft 9 
. 1 0 z 


X 


« VJ VJ 


1 

3 X 


.33 


ATOM 


X y Xo 


oc 


T VO 


TV 

A 


O ft o 

2 o y 


c 

o . 


1 ft n 
. Xo U 


9 9 


A 9 C^ 

, fi / D 


/ 


9 19 
. J X J 


X 


on 

. VJ VJ 


R9 
3^ 


09 


A TOM 

AiOM 


xyx / 




T VO 


A 

A 


9 ft Q 

2 o y 


"7 


9*7 

, z / 0 


9 A 


9 C7 
, ZO / 


•7 

t 


. ? 0 v.^ 


X 


00 

• \J\J 


3 ^ 


. Q 27 


ATOM 


xyxo 


XT 


T T?TT 


TV 

A 


2 y u 


XX < 


. 0 / yj 




9 9^; 

, J J 0 


c 
3 


Afi9 
• ft 0 ^ 


1 

X 


00 


J 0 


"^7 


ATOM 


1 y 1 y 


OA 

CA 


T T?TT 


TV 

A 


1 Q r\ 

2 y 0 


X2 


Q Q 9 

. yy2 


9 A 


C99 

, OZZ 




. U v7 X 


X 


00 

. VJ VJ 


9 


ft 9 


A TOM 

Ai OIYl 


1 Q o n 

X y z u 


C 


T 1711 

XiCiU 


TV 

A 


9 Q n 
2 y u 


X J 


. X 0 / 


9 


1 9 
. X J 0 


0 


1 Qft 

. X 27 0 




. 00 


3 7 


. 74 


ATOM 


lyz 1 


O 


T 'CTT 


A 


o Q rv 

2 y u 


X J 


r» 0 9 
. uy^ 


9 fi^ 
0 0 , 


ft Q ^ 

. 0 y b 


c 
3 


9 9 "7 


T 
X 


n n 

. VJ u 


9 Q 
J 27 


Q 1 
. 27 X 


ATOM 


192 2 


oo 


T CTT 


A 


2 y u 




. U X 0 


9 A 


1 n 9 

. X U J 


ft 


Q Q9 
. 27 27 J 


X 


n n 

. VJ VJ 


9 9 


n 


A T^M 

AiOM 


xy^ J 


oo 
Co 


T T7TT 


TV 

A 


O Q n 

2 y u 


X D 


9 ^ 
. 2 J 0 


9 9 


, z 1 0 


3 


9 ft n 

. J 0 


X 


n n 

. VJ VJ 


9 9 


9 9 


ATOM 


1 Q O >l 

xy24 


cux 


T f TT 


TV 

A 


O Q n 

2 y u 


X 3 


. Ufi b 


9 9 


c; 1 9 
, 3 x^ 


b 


"7 

. b / 3 


X 


n n 

. VJ u 


9 ft 


n 9 

. VJ ^ 


ATOM 




OT>0 

CD2 


T 'OTT 


TV 

A 


9 Q n 

2y 0 


X3 


CCA 


9 9 


9 A T 

. J fix 


ft 


9 9 A 
. ^ ,^ ft 


n 
X 


nn 


9 7 
^ / 


. 27 0 


ATOM 




XT 


OT XT 


TV 

A 


2y X 


X J 


"3 Q Q 

. J y y 


9 fZ 


Rft9 

> bo J 


/ 


A 9 ft 
. fx J 0 


X 


00 


9 Q 

J 27 


n4 

• Uft 


ATOM 


1927 


OA 

CA 


OT XT 

VjXiIM 


TV 

A 


O Q T 

2y X 


X J 


CO A 


9 ft 


n 9 1 
. U 2 X 


f 


Tl 1 
. /XX 


1 
X 


0 0 


9 ft 




ATOM 


ly 2 o 


c 


OT XT 

GLIM 


A 

A 


2y X 




. 30 X 


9 ft 


c; A ft 
. b^o 


gz 
D 


. b bft 


X 


on 


9 1 


. 3^ 


ATOM 


192 9 


o 


GLN 


A 


2 91 


lb 


A QC 

. 4 y b 


J / . 


Q 1 0 

. 0 J y 


c. 
0 


9 C7 

.2b/ 


-1 
X 


rv r\ 


9 

^ 0 


9 Q 

. z y 


TV rri/^HiT 

ATOM 


193 0 


CB 


GLN 


A 


2 91 


1 A 

X4 


. X4 2 


9 Q 


9 Q A 

. 2 0 U 


y 


19 9 
. X ^ J 


X 


n n 

. VJ u 


9 Q 

J 27 


■7 n 

. / VJ 


ATOM 


193 1 


CG 


GLN 


A 


2 91 


X4 


n A Q 
. U U 0 


9 Q 

J y . 


•7 9 9 


y 


. b ft X 


1 
X 


n n 

. VJ u 


A 9 
ft 0 


9 A 
. J ft 


ATOM 


1932 


CD 


GLN 


A 


291 


12 


T 0 Q 

, 72 y 


J y , 


. yox 


1 rv 
XO 


/ICO 

, 4 by 


X 


rk rv 
. 00 


/I 9 
4 J 


9 9 
. Z ^ 


ATOM 


1933 


OEl 


GLN 


A 


291 


12 


.426 


39, 


.218 


11 


.375 


1 


.00 


45 


.26 


ATOM 


1934 


NE2 


GLN 


A 


291 


11 


.989 


41 , 


.051 


10 


.137 


1 


.00 


40 


.70 


ATOM 


1935 


N 


PRO 


A 


292 


14 


.339 


39, 


.787 


6 


.193 


1 


.00 


35 


.64 


ATOM 


1936 


CA 


PRO 


A 


292 


15 


. 129 


40 , 


.485 


5 


.179 


1 


.00 


34 


.65 


ATOM 


1937 


C 


PRO 


A 


292 


16 


, 634 


40 


.338 


5 


.292 


1 


.00 


35 


.33 


ATOM 


1938 


o 


PRO 


A 


292 


17 


.325 


40 


.156 


4 


.287 


1 


.00 


33 


.35 


ATOM 


1939 


CB 


PRO 


A 


292 


14 


. 665 


41 


.921 


5 


.353 


1 


. 00 


35 


.18 


ATOM 


1940 


CG 


PRO 


A 


292 


13 


.221 


41 


.746 


5 


.638 


1 


. 00 


34 


.12 


ATOM 


1941 


CD 


PRO 


A 


292 


13 


.282 


40 


.675 


6 


.702 


1 


.00 


35 


.37 


ATOM 


1942 


N 


THR 


A 


293 


17 


.146 


40 


.372 


6 


.510 


1 


.00 


37 


.57 


ATOM 


1943 


CA 


THR 


A 


293 


18 


.585 


40 


.230 


6 


.697 


1 


.00 


39 


.75 


ATOM 


1944 


C 


THR 


A 


293 


19 


.050 


38 


.772 


6 


.627 


1 


.00 


39 


.13 



80/150 



FIG. 2HH 





J. yrt O 


o 


TUP 


A 


^ 7 J 


90 

4b \J m 


210 


38 . 


506 


6 . 


289 


1 . 


00 


37 . 


75 


7\ "TOM 


X fx D 


OR 




A 




19 , 


043 


40 . 


827 


8 . 


035 


1 , 


00 


42 . 


63 


7\ "POM 


T Q/l T 


Oftll 
VJoX 


X nrv. 


A 




1 ft 

X O 1 


061 


41 . 


7 66 


8 . 


512 


1 . 


00 


47 . 


19 




1 OA Q 


V_Vj^ 


TUT? 


A 


O Q 7 


9 n 


4 1 Q 

. *4 X j7 


4 1 . 


^ X ^ 


7 ^ 


852 




00 


4 0 . 


06 




1 Q 
X ^ri 27 


NT 


\7AT . 


A 




18 , 


159 


3 7 . 


843 


6 . 


988 


1 . 


00 


36 . 


77 


a TOM 


X ^ D U 


V^A 


\7AT. 


A 


^ 7 


18 , 


464 


JO. 


413 


6 . 


956 


1 ^ 


00 


34 . 


85 


TV TOM 


X 7 3 X 


O 


VAT. 


A 


^ 7rt 


1 ft 

X o • 


> J *± ^ 


35 . 


93 0 


5 , 


536 


1 . 


00 


33 . 


86 


A TOM 


1 Q t^O 
XI73Z 


o 


VAT. 


A 




X 27 . 


169 


35 . 


154 


5 . 


060 


1 . 


00 


33 . 


38 


ATOM 


X 73 ^ 


V— D 


VAT. 


A 




17 , 


. 450 


35 . 


566 


7 . 


738 


1 , 


00 


34 . 


91 


ATOM 


X ^ D *± 


V— VjX 


VAT. 


^ 


^ ^ *± 


17 . 


. 953 


34 . 


144 


7 . 


816 


1 . 


00 


35 . 


42 


A TOM 


1 Q c: 
X y D D 




\7AT . 
V>VXj 


A 


^ J? *± 


17 , 


213 


36 . 


124 


9 , 


127 


1 , 


00 


37 . 


51 


A TOM 


1 Q R 
X i7 D D 


NT 
iN 


APO 


A 


9 Q ^ 


17 


2 97 


3 6 . 


4 04 


4 


867 


1 , 


00 


33 . 


96 


ATOM 


1 Q c; '7 
X j7 3 / 




Apn 


A 


9 Q ^ 


17 


020 


3 6 . 


03 5 


3 . 


4 92 


1 . 


00 


34 . 


52 


ATOM 


1 Q «^ O 
X ^ 3 O 


o 


APO 


A 


9 Q 


18 


099 


3 6 . 


552 


2 . 


544 




00 


36 . 


07 


A TOM 


1 Q Q 
X 27 3 7 


o 




A 


9 Q*^ 

^ 17 3 


18 


. 361 


35 . 


940 


1 , 


502 


1 . 


00 


37 . 


40 


TV TOM 


X 70 U 


OR 


Apr: 


A 


9QR 


X ^ < 


. 636 


36 . 


534 


3 . 


070 


1 , 


00 


34 . 


81 


ATOM 


X 70 X 




AP(^ 


A 
r\ 


9QR 


X 3 . 


■ Q X 7 


37 . 


953 


2 . 


559 


1 . 


00 


36 . 


10 


TV TOM 


1 Q o 

X 17 o z 




Apr! 


A 
A 


9 Q R 


Xrt 1 


.402 


3 8 . 


189 




706 


1 , 


00 


30 . 


72 


A TOM 


T Q C "5 

X y D o 


"NTT? 


ADO 
AKVJ 


A 

A 


9 Q 

^ y 3 


X J . 


9 04 

. Z V ^ 




9 ft 4 

> Z O *x 


2 . 


R1 1 

D X X 


X , 


00 


26 . 


85 


A TOM 


1 Q C /I 

X y b 


o^ 


APO 


A 

A 


9 Q c; 
z y D 


1 1 

X X . 


> J7 O X 


ft 


9 71 

. J / X 


2 


008 


X , 


00 


30 . 


88 


A TOM 


1 Q ^ C 

X y D D 


MTJI 

INrlX 


APO 


A 
A 


9 Q 

z y D 


1 1 

X X . 


9 Q n 


ft 


9 ^^ 

. J D D 


n 


Q4 




00 


33 


56 


A TOM 


i.y o o 




ADO 
AKvj 


A 
A 


O Q C 

z y o 


X u . 


. y *t o 


9 R 
J O , 


Rl ft 

. D X o 


^ « 


ft 9 9 
o z ^ 


X ■ 


. \J VJ 


94 


68 


AiUM 


lyo / 


IN 


A CM 


A 

A 


9 Q C 

z y o 


X o ■ 


9 "5 


9 9 


^ ^ ^ 
.ODD 


9 

z . 


ft QQ 

. O 27 27 


1 . 


00 


35 . 


96 


A TOM 

AiUM 


1 Q C O 


OA 

^A 


A CM 


A 
A 


9 Q ^ 

z y o 


1 Q 

X y 


. / y u 


9 ft 


9 94 
> z z ^ 


9 


0 79 


X < 


00 




95 


ATOM 

AiUrl 


1 O C Q 




A CXT 

AoM 


A 

A 


^ y o 


9 n 


. yz^ 


9 9 


> Z Z 3 


1 

X • 


. 27 27 D 


1 

X • 


00 




. 60 


ATOM 




o 


A CKT 
AOM 


A 
A 


9 

z y D 


9 1 

Z X . 


> o o 


9 


ft ^ft 

• O Q O 


0 
\j • 


ftQQ 

> O 27 27 




00 


34 . 


. 00 


ATOM 

AiUM 


ly /X 


OR 


A CKT 


A 

A 


9QC 

z y D 


9 n 


• O ^ J 


9 Q 


e^l n 

> 3 X V 


9 


^^ft n 


1 


, 00 


36 . 


. 06 


A TOM 

Ai UFl 


X y / ^ 


OO 
v_Vj 


A CM 
AolN 


A 

A 


9 Q 

z y o 


9 1 
Z X 


. O X ^ 


4 n 


n n 

. U 3 U 


1 

X . 


Q n 1^ 

. 27 VJ Q 


1 


0 0 


3 5 . 


72 


A TOM 
Ai VJIYI 


X y / J 


VJL/X 


A OM 


A 
t\ 


9 Q 

z y D 


9 1 
Z X 


. J O X 


4 n 


^ R Q 

> D 3 27 


n 


858 




. 0 0 


3 6 , 


. 39 


A TOM 


X y / 


KTTiO 
iNiJZ 


A CM 


A 
A 


9 Q 

z y o 


9 9 


9 9 

. / J Z 


9 Q 

J 27 . 


.772 


2 


9 R1 

. O O X 




00 


34 . 


76 


A TOM 


X y / D 




TVP 

i XK. 


A 
A 


9 Q 9 

z y / 


9 1 
Z X 


4 o n 

> *x \J o 


9 


ft n 9 


3 


172 




. 00 


31 . 


. 97 


A TOM 


X y / o 


OA 


TVP 

i XK. 


A 
A 


9 Q*? 

z y / 


9 9 


4 Qft 

• 7X 27 O 


9 R 


ft 1 Q 

> O X 27 


3 . 


3 09 


1 


. 00 


29 . 


. 60 


A TOM 


xy / / 


o 


TVP 

X X I\. 


A 
A 


9 Q"? 


9 9 


91 ft 
• ^ X o 


4 


■ 3^ X 


2 . 


54 9 


1 


. 00 


28 . 


. 11 


A TOM 
Ai KJS*l 


X y / o 


o 


TVP 
X X K 


A 

A 


9Q7 

Z 27 / 




Oft4 




. 020 


1 , 


. 84 0 


1 , 


. 00 


28 . 


. 70 


ATOM 
A i KJrl 


X y / y 


OR 


TVP 
X X 


A 
A 


42 17 / 


22 


. 740 


35 


. 481 


4 , 


. 795 


1 , 


. 00 


26 . 


. 28 


ATOM 
Ai VJIYI 


T Q Q n 
X y o u 


OO 


TVP 
i X 


A 
A 


9 09 


9 


. 722 


94 


.341 


5 . 


021 


1 


. 00 


26 . 


. 96 


ATOM 
Ai vJI*i 


X y o X 


om 


TVP 
i X x\. 


A 
A 


9 Q*? 


9 ^ 


. U .7 X 


94 


53 3 


4 


.887 


1 


. 00 


25 . 


. 56 


ATOM 
A i KJi*! 


1 Q p 
X y o z 


ono 

V_U^ 


TVP 


A 
A 


9 Q7 


9 


2 77 


33 


.0 61 


5 . 


. 346 


1 


. 00 


27 


. 53 


ATOM 
A i VJlM 


X y o o 




TVP 
X X rc 


A 
A 


9 Q 9 
Z 17 / 


9 ^ 


• 7 o o 


9 9 


.486 


5 


061 


1 


. 00 


25 , 


. 70 


ATOM 
Ai VjlTI 


X y o 




TVP 
X X 


A 
A 


9 Q*? 


94. 


• X O 7 


9 9 


. 012 


5 


. 518 


1 


. 00 


26 


. 17 


A TOM 

Ai vJrQ 


T Q Q C 

xy o 3 


0*7 


TVP 
i XK 


A 

A 


9 Q9 

^ y / 


9 c; 


• 3 Z U 


.3 Z . 


> Z Z 7 


D 1 


9 fi7 


1 


. 00 


25 


. 43 


A TOM 


1 Q Q C 

xy oo 


OU 


TVD 
i XK 


A 
A 


9Q9 

zy / 


9 ^ 


4 

• ^ U D 


9 1 

O X r 


1 7Q 

> X / 7 


C 


4 R9 


I 

X 


. 00 


28 


. 49 


ATOM 
AiUW 


xyo / 


KT 


VAIj 


A 

A 


9 Qfi 

zy o 


9 1 
Z X 


. u u o 


9 9 


. Z7 270 


9 


71 1 

> /XX 


1 

X 


00 


28 


. 24 


A TOM 


1 O O Q 

X y o o 


OA 

L.A 


T7AT 
VAXj 


A 

A 


9 Q P 

z y o 


9 n 


<^ Q 

. D D y 


9 9 
J Z 


7 c: n 


^ . 


• X w ^ 


1 

X 


00 


27 


. 73 


A T^OM 
A i UIVl 


1 O O Q 

X y o y 




XTA T 
VAXj 


A 
A 


O Q Q 

z y o 


o n 
z U 


. ft X J 


9 9 
J Z 


« «^ 
.ODD 


A 

\J < 


c;ft Q 

. D O 27 


X 


00 

» \J\J 


29 


. 27 


ATOM 


xy y 0 


U 


T7A T 
VAXj 


A 

A 


O Q Q 

z y o 


9 n 


Q Q n 
. y y u 


9 9 
^ Z 


n 

. U DD 




1 Rft 
. X D O 


X 




28 


. 77 


ATOM 


1991 


CB 


VAL 


A 


O O Q 

z y o 


X y 


O "3 Q 

.Zoo 


^ z 


9 Q Q 
.Zoo 


z . 


7 t^ft 
. /DO 


X 


. U \J 


9^^ 


9 9 


ATOM 


1992 


CGI 


VAL 


A 


298 


18 


.614 


31 


.158 


1 


.992 


1 


.00 


29 


.24 


ATOM 


1993 


CG2 


VAL 


A 


298 


19 


.490 


31 


.872 


4 


.209 


1 


.00 


29 


.06 


ATOM 


1994 


N 


GLU 


A 


299 


19 


.687 


33 


.876 


0 


.131 


1 


.00 


30 


.27 


ATOM 


1995 


CA 


GLU 


A 


299 


19 


.452 


34 


.088 


-1 


.295 


1 


.00 


28 


.19 


ATOM 


1996 


C 


GLU 


A 


299 


20 


.767 


34 


.320 


-1 


.981 


1 


.00 


27 


.95 


ATOM 


1997 


0 


GLU 


A 


299 


20 


. 897 


34 


. 065 


-3 


.171 


1 


.00 


29 


.01 


ATOM 


1998 


CB 


GLU 


A 


299 


18 


.562 


35 


.302 


-1 


.539 


1 


.00 


28 


.56 


ATOM 


1999 


CG 


GLU 


A 


299 


17 


. 151 


35 


.179 


-0 


.992 


1 


. 00 


32 


.18 


ATOM 


2000 


CD 


GLU 


A 


299 


16 


, 093 


35 


.665 


-1 


.971 


1 


. 00 


36 


.34 


ATOM 


2001 


OEl 


GLU 


A 


299 


14 


.993 


36 


.076 


-1 


.516 


1 


.00 


37 


.16 


ATOM 


2002 


OE2 


GLU 


A 


299 


16 


.356 


35 


.604 


-3 


.199 


1 


.00 


37 


.87 


ATOM 


2003 


N 


ASN 


A 


300 


21 


.746 


34 


.799 


-1 


.218 


1 


.00 


29 


.48 



81/150 



fil "1 ^ rri' ^ 



FIG. 211 



ATOM 




V^A 


AOXN 


A 
A 


TOO 

■3 V/ V/ 


23 . 


067 


35 , 


, 083 


-1 , 


, 747 


1 , 


, 00 


27 . 


96 




^ u u o 




ASN 


^ 


3 00 


24 . 


. 104 


34 . 


. 004 


-1 . 


.491 


1 . 


, 00 


26 . 


74 


ATOM 


^ u u o 


\j 


A QTJ 


A 
A 


'3 oo 


9 ^ 


291 


34 


3 04 




, 4 51 


1 . 


00 


27 . 


3 7 


ATOM 






ASN 


■p^ 


3 00 


23 < 


. 581 


36 , 


. 4 12 


- 1 , 


.191 


1 , 


, 00 


32 . 


01 


A TOM 


9 n n fi 

^ u u o 


CO, 




A 


0 0 

J w u 


22 


759 


37 . 


, 609 


_ 1 . 


. 649 


1 . 


. 00 


34 . 


99 


21 TOM 




om 

\JiJ X 


AC! NT 


A 

A 


TOO 
J V U 


22 


608 


3 8 . 


► 572 


- 0 . 


.908 


1 , 


. 00 


40 . 


39 


TV TOM 
n J. \JVi 


9 m fi 


K*\J^b 




A 


O V u 


22 , 


, 236 


37 , 


, 560 


-2 . 


. 874 


1 , 


, 00 


40 . 


. 11 


TV TOM 




XM 




A 

n. 


X 




, 675 


32 . 


. 754 


-1 , 


. 323 


1 . 


. 00 


29 . 


, 11 


TV TOM 


901 9 


^A 




A 


X 


24 


. 618 


31 . 


. 646 


_ 1 ^ 


, 070 


1 . 


. 00 


29 . 


. 04 




9 0 1 
U X J 






A 


J V/ X 


24 


. 922 


30 , 


. 886 


-2 . 


.369 


1 , 


. 00 


28 . 


, 33 


ATOM 


^ U X. ft 


o 

\J 


Apn 


^ 


7 01 
o V X 


24 


077 


30 . 


. 856 


-3 , 


. 272 


1 . 


. 00 


25 . 


, 54 


ZiTOM 


9 n 1 c; 
^ U X D 




APO 


A 
A 


•3 01 

^ \J X 


24 


02 6 


3 0 


5 93 


- 0 


083 


1 


. 00 


25 . 


95 


a TOM 


9 n i 

^ (J X o 


oo 

V-,VJ 


APO 


A 

A 


7 01 

^ \J X 


23 


797 


3 1 


. 018 




. 342 


1 


00 


21 , 


,29 


ATOM 


^ U X / 


on 


APO 


A 


7 01 

^ \J X 


9 R 


Ofi Q 

. W Q .7 


7 1 

O X . 


SOI 


1 


. 958 


1 


, 0 0 


20 . 


. 3 9 


21 TOM 


9 m fi 

^ U X o 


MT? 

iMCi 


APri 


^ 


7 01 

^ \J X 


26 


. 164 


3 0 . 


► 562 


1 , 


. 784 


1 , 


. 00 


20 . 


, 66 


ATOM 


9 m Q 

^ U X ^ 


07 


APn 


A 
A 


701 

J U X 


27 


. 443 


3 0 


. 867 


1 


. 989 


1 ^ 


, 00 


26 . 


. 05 


21 TOM 


9 090 


MW1 


APf? 
AI^\J 


A 
A 


701 

J U X 


97 


t / f 3 


72 


• V 7 V 


2 


7 65 


1 


. 00 


29 . 


. 37 


ATOM 


^ X 






^ 


301 


28 


, 397 


29 


. 946 


1 


. 873 


1 , 


. 00 


27 , 


. 83 


ATOM 




IN 


PPO 


A 
A 


7 O 9 

J \J ^ 


9 


1 R9 
> X 3 z 


7 0 


714 

> J XI 


-2 


.4 89 




00 


2 9 


. 03 


ATOM 


9 09 "5 


OA 
V_A 


PPO 


A 


7 0 9 
J U ^ 


9 fi 


Rfi 1 

> 3 O X 


9 Q 


.53 5 


-3 


.668 


3^ 


. 00 


31 . 


. 83 


ATOM 


9 O 9 4 
^ U Z 'I 


o 


PPO 


A 


7 O 9 
J U ^ 


9 c; 


A70 


9 ft 


A fiS 

. O -J 


-3 


932 


1 


. 0 0 


34 . 


. 72 


ATOM 


9 n 9 
^ U ^ 3 




PPO 


A 
A 


7 O 9 
^ \J ^ 


9 c; 


1 ft 1 

. X O X 


27 


fi77 


-3 


. 054 




. 0 0 


36 


. 10 


ATOM 


9 n 9 




PPO 


A 
A 


7 O 9 


9 7 


ft Q A 

• O 17 1 


9ft 


ft 77 

.Oil 


_ o 


2 25 


2_ 


00 


29 


1 8 


ATOM 
AX VJIYI 


9 O 9*7 


OO 


PPO 


A 
A 


7 O 9 
J U ^ 


9 ft 


91 1 

• ^ X X 


9<3 


44Q 

. rt •* i7 


- 1 


. 841 




. 00 


27 . 


. 99 


ATOM 

AX vjri 


9 09 Q 




PPO 


A 

A 


7 O 9 


9 7 


797 
• J Z J 


7 O 


fiRQ 


X . 


• o o o 




00 


27 


. 00 


ATOM 


9 09Q 


XM 


AT. A 
AXjA 


A 
A 


707 
J U O 


9A 


ft 9 R 
> o ^ o 


9fi 


c^1 Q 

• 3 X .7 




. 100 




. 00 


35 


. 33 


ATOM 


9 O "3 O 
Z U J U 


OA 

U.A 


AT A 
AXjA 


A 

A 


707 


97 


7Rfi 


97 


'>7A 




.425 


3^ 


. 00 


32 


. 36 




9 O "3 1 
Z U J ± 




AT .A 
AXjA 


A 

A 


7 O 7 
^ U J 


9 A 


1 QA 

. X 17 *x 


9 fi 


1 07 
• X u o 




. 3 X 


3^ 


00 


32 


. 18 


ATOM 


9 OT 9 
Z U J ^ 


\J 


AT A 
AXjA 


A 
A 


7 O 7 

O U J 


9 c; 


7 fi 1 

. .J O X 


9 R 


7 ftA 
. 1 art 




ft 74 


1 


. 00 


28 


. 9 1 


A TOM 
/VX Uln 


9 n "3 


on 


AT A 
AXjA 


A 
A 


7 O 7 
J U J 


9 9 


Q fi O 
. ^ D V 


9 ft 


07 ft 
, \J J O 


- fi 


fi 7 7 


2 


. 0 0 


3 1 


. 16 


A TOM 
AX yJv'i 


9 O "3 A 


M 
IM 


TVP 
X X Xv 


A 

A 


7 OA 


9 7 


9 A R 
. Z 1 3 


9 


97 0 
. z o u 




. 188 




. 0 0 


33 


. 0 0 


ATOM 
A X kJS'x 


90*3 
^ U J 3 


OA 
V^A 


TVP 
X X n 


A 
A 


7 OA 


9 7 


7 Q A 

. J -7 


9 7 


. 7 65 


- 5 


. 163 




. 00 


29 


. 61 


ATOM 

AX yjx'i 


90"^ 
^ U J O 


o 


TVP 
X X 


A 
A 


7 OA 


9 9 


1 9fi 

. X ^ Q 


97 


0 R*^ 
• u o ^ 




fiSR 




. 00 


29 


. 37 


ATOM 

AX yJv'i 


Z U J / 


o 


TVP 
X X 


A 
A 


7 OA 


9 1 

^ X 


noA 


97 


A RQ 

• ft 3 7 




777 

m ^ J J 




. 00 


27 


. 81 


ATOM 
A X KJl'i 


^ U J O 


OR 


TVP 
X X 


A 
A 


7 OA 


97 


• O Q w 


97 


. 284 


-3 


. 731 


1 


. 00 


24 . 


. 77 


ATOM 
AX VJJXI 


9 0*3 Q 
Z U ^ 7 


oo 


TVP 

X X re 


A 
A 


7 OA 


9 ^ 


1 1 fi 
• X X o 


97 


900 

• 4b W U 




7 fi7 

• J Q O 


3^ 


. 00 


24 


. 50 


ATOM 
A X KJVl 


9 O 4 O 

Z U T U 


OFll 


TVP 
X X rc 


A 
A 


7 OA 
J U rt 


9 R 


7 R 9 


24 


.24 0 


_ 2 


.7 02 


3_ 


. 00 


25 


. 72 


ATOM 
A X KJl'i 


9 04 1 
^ U 'x X 


01^9 


TVP 


A 
A 


7 OA 


9 R 


ft R 7 


22 


.065 


_3 


.661 




. 00 


26 


. 3 0 


ATOM 
A X KJVi 


9 04 9 


OPT 

X 


TVP 
X X I\. 


A 
A 


7 OA 
J u *± 


2 7 


.0 95 


24 


1 R7 
. x^o 


_2 


74 R 

. O *x 3 




. 00 


2 9 


. 74 


ATOM 
A X VJIXI 


9 OA "3 


0179 


TVP 
X X Xv 


A 
A 


7 OA 


9 7 


1 QA 

* X 17 *x 


21 


Qfi9 

• a7 Q Z 


_ 7 


.317 


3_ 


. 00 


28 


. 8 9 


ATOM 
AX v^lTl 


9 04.4. 


07 


TVP 
X X Iv 


A 

A 


7 OA 


97 


ft! 7 

• OX/ 


97 


. 012 


_2 


• O 37 


3_ 


. 00 


32 


, 70 


ATOM 
AX vJlrl 


9 O A 


OH 


TVP 
X X K 


A 
A 


7 OA 


9 Q 


1 71 
. X / X 


99 


Q7 Q 


_ o 


7 5fi 

• J 3Q 


1 

X 


00 


77 


67 


ATOM 
A X KJl'i 


9 O A ^ 


IM 


AT. A 
AXjA 


A 
A 


7 O^ 


9 9 


• ^ V 3 


99 


n9s 


- 


. 478 


3_ 


. 00 


29 


. 27 


A TOM 
AX UJtI 


9 OA 7 


OA 
V^A 


AT A 
AXjA 


A 
A 


7 O 


9 1 
^ X 


1 fi7 
. X o / 


9 1 
Z X 


9 R7 


- fi 


. 7 D O 


X 


00 

m \J\J 


9R 


7ft 


A TOM 
AX Ufl 






AT A 
AXjA 


A 
A 


7 O 
J U D 


9 0 


7 9 


9 O 


9Qn 

. z 7 u 






1 

X 


. 00 


26 


. 04 


A TOM 

AX ujyi 


O n /I Q 




AT A 
AXjA 


A 
A 


T n c 

O U D 


1 Q 


ft 1 
. D o X 


1 Q 

X i? 


Q 7 A 

. 17 J ^ 




7 7 ft 
. /JO 


n 

X 


O 0 


9 7 


ft Q 

. O i7 


ATOM 






ATA 
AIjA 


A 


I c 
J U D 


Z X 


ceo 


9 O 


A T Q 


- ft 


9 1 O 
. Z X U 


X 


o o 


9 Q 


7 9 
. O Z 


ATOM 


2051 


N 


GLY 


A 


306 


21 


.755 


19 


.857 


-5 


.106 


1 


. 00 


24 


.87 


ATOM 


2052 


CA 


GLY 


A 


306 


21 


.553 


18 


.937 


-4 


.005 


1 


.00 


27 


.80 


ATOM 


2053 


C 


GLY 


A 


306 


21 


.401 


17 


.523 


-4 


.503 


1 


.00 


27 


.75 


ATOM 


2054 


0 


GLY 


A 


306 


20 


.829 


17 


.320 


-5 


.572 


1 


.00 


30 


.73 


ATOM 


2055 


N 


LEU 


A 


307 


21 


.908 


16 


.546 


-3 


.751 


1 


.00 


25 


.91 


ATOM 


2056 


CA 


LEU 


A 


307 


21 


. 812 


15 


.144 


-4 


.162 


1 


. 00 


22 


.59 


ATOM 


2057 


C 


LEU 


A 


307 


20 


.478 


14 


.519 


-3 


.831 


1 


.00 


23 


.95 


ATOM 


2058 


O 


LEU 


A 


307 


19 


. 732 


14 


.990 


-2 


. 958 


1 


.00 


24 


.98 


ATOM 


2059 


CB 


LEU 


A 


307 


22 


.854 


14 


.299 


-3 


.478 


1 


.00 


18 


. 77 


ATOM 


2060 


CG 


LEU 


A 


307 


24 


.229 


14 


.866 


-3 


.267 


1 


.00 


20 


.81 


ATOM 


2061 


GDI 


LEU 


A 


307 


25 


.034 


13 


.780 


-2 


.584 


1 


.00 


22 


.83 


ATOM 


2062 


CD2 


LEU 


A 


307 


24 


.864 


15 


.284 


-4 


.571 


1 


.00 


23 


.95 



82/150 



10/501002 



FIG. 2JJ 



a TOM 


^ u o o 


V* 


THR 


A 


3 08 


20 , 


. 179 


13 


.429 


-4 , 


. 529 


1 . 


. 00 


24 . 


. 56 


ATOM 


^ \J O 


OA 


THR 




308 


18 < 


. 945 


12 


, 702 


.4 , 


. 269 


1 . 


. 00 


22 . 


. 19 


ATOM 




n 

V— 


THR 


A 


3 08 


19 


. 191 


11 


► 838 


-3 


. 028 


1 . 


. 00 


17 . 


.31 




4& u o o 


\j 


THR 




3 08 


2 0 


.331 


11 


. 552 


-2 


. 657 


1 , 


. 00 


13 . 


. 75 


ATOM 


^ u o / 




THR 




3 08 


18 


.511 


11 


. 774 


- 5 


. 461 


1 , 


. 00 


24 , 


. 54 


ATOM 


^ U D O 


om 


THR 




308 


19 


. 560 


10 


. 851 


-5 , 


. 778 


1 , 


. 00 


24 , 


. 50 


ATOM 


^ U O 27 




X nxv 




Oft 


18 


. 121 


12 


. 590 


-6 


. 681 


1 , 


. 00 


21 


.46 


TV TOM 


^ w / u 


XT 




A 


J V 7 


1 ft 

X 0 < 


. Ill 


11 


. 383 


-2 


. 425 


1 , 


. 00 


17 , 


. 90 


A TOM 


o m 1 






A 


"5 OQ 
0 U 7 


1 ft 

X 0 ' 




10 


. 560 


- 1 


. 248 


1 


. 00 


23 


.22 


ATOM 


O C\T> 






A 


T 0 Q 
J 7 


18 


. 974 


9 


. 257 


- 1 


. 4 57 


1 , 


. 00 


25 


. 08 


ATOM 


^ VJ / J 


0 


PHE 




3 09 


19 


. 653 


8 


, 804 


- 0 


. 542 


1 , 


, 00 


25 


. 85 


ATOM 


9 074. 




PHE 




3 09 


16 


.887 


10 


. 374 


- 0 


. 578 


1 . 


. 00 


21 


. 29 


ATOM 


9 O 7 


00 


PHE 


A 


3 09 


16 


,4 52 


11 


.591 


0 


. 164 


1 


. 0 0 


22 


. 18 


A TOM 


9 0 7 <^ 


om 


cnct 


A 


7 0 Q 


1 5 


. 864 


12 


.659 


- 0 


. 510 


1 


. 00 


21 


. 34 


ATOM 




on9 


XT nui 


A 
A 


"5 0 Q 


X Q 


. 736 


11 


. 723 


1 


. 517 


1 


. 00 


21 


. 79 


ATOM 


9 m ft 


OT?1 




A 


7 OQ 

J U 7 


X 3 


*^79 


13 


. 856 


0 


. 158 


1 


. 00 


22 


. 53 


ATOM 


9 O"? Q 






A 


7 OQ 

0 U 7 


X 0 


4 R9 

• rt «3 ^ 


12 


. 909 


2 


. 195 


1 


. 00 


22 


. 27 


ATOM 


9 OR n 




ir nci 




-J u 7 


15 


.866 


13 


. 979 


1 


. 514 


1 


. 00 


22 


. 02 


ATOM 


9 O ft 1 

z u o ± 


KT 




A 
/\ 


T 1 0 
J X u 


1 fl 

X 0 


R4 1 
. 0 *1 X 


g 


.625 


_ 2 


. 640 


1 


. 00 


25 


. 50 


A TOM 


9 O ft 9 
4& U O ^ 


OA 
\-A 


DRO 


A 
A 


7 1 0 


1 9 


543 


7 


. 364 


-2 


. 888 


1 


. 00 


22 


. 4 6 


ATOM 


9 n p "7 

^ U O J 




DRO 




1 0 


2 1 


.041 


7 


.566 


-.2 


. 970 


1 


. 00 


22 


. 4 0 


ATOM 


9 OQ^ 




DRO 


A 
A 


"^1 0 


91 

Z X 


ft 

• 0 u 0 




.6 78 


_ 2 


. 613 


1 


, 00 


24 


. 00 


ATOM 


9 on R 




DPO 


A 
A 


J X w 


1 ft 
X 0 


• 7 0 X 


5 


.900 


-4 


,218 


1 


. 00 


25 


, 65 


ATOM 


9 Oft C 
^ U o O 




DPO 


A 
A 


n 0 

J X U 


1 7 

X f 


R7 7 


7 


7 Rfl 
. «7 0 


-4 


.127 


1 


. 00 


26 


. 81 


ATOM 


9 Oft 7 
U C3 f 


o"n 


DPO 


A 
A 


■^1 0 

X W 


1 7 
X / 


791 

• f Z X 


ft 
0 


776 


_3 


. 602 


1 


. 00 


27 


. 78 


ATOM 


9 O R ft 
^ U O O 




T.VQ 
Xj X 0 


A 

n. 


"ii 1 

J X X 


2 1 


. 468 


s 


. 722 


_3 


.459 


1 


. 00 


26 


.43 


ATOM 


9 O R Q 

^ U O 27 


OA 


T.VQ 
Xj X 0 


A 
t\ 


J X X 


22 


• 7 V X 


9 


. 004 


-3 


. 540 


1 


. 00 


26 


. 72 


ATOM 


9 O Q O 

^ U J7 U 


r« 

^_ 


T.VC! 
Xj 1 0 


A 
A 


0 X X 


23 


.311 


9 


. 641 


-2 


. 232 


1 


. 00 


24 


. 76 


ATOM 


9 O Q 1 


w 


Xj X 0 




71 1 

J X X 


24 


5 03 


9 


.699 


^ 1 


. 918 


1 


. 00 


24 


. 86 


ATOM 


9 O Q 9 


OR 


Xj X 0 


A 
r\ 


71 1 

0 X X 


9 7 


.26 0 


9 


.885 


-4 


. 744 


1 


. 00 


29 


- 52 


ATOM 


9 O Q "3 


00 


T.VQ 
Xj X 0 


A 
A 


711 

J X X 


2 2 


7 fi7 


11 


. 086 


-4 


.950 


1 


. 00 


32 


, 23 


a TOM 


9 OQA 




T VQ 
Xj X 0 


A 
A 


711 
J X X 


9 9 


7Q7 

• / 7 f 


1 1 

X X 


Q09 
. 7 u ^ 




1 fl7 

• X 0 / 


1 


. 00 


35 


. 53 


ATOM 




OT? 


T.VQ 
Xj X 0 


A 


71 1 

J X X 




> 9 w 0 


11 


. 184 


-7 


. 503 


1 


. 00 


34 


. 62 


ATOM 


9 OQ^; 


In ^ 


T.VQ 
Xj X 0 


A 
A 


71 1 

.2 X X 


9 1 

Zi X 


041 

. X. 


11 


. 064 


~7 


. 750 


1 


. 00 


33 


. 92 


ATOM 


9 0 Q 7 

Z U J7 / 


KT 


T .RTT 

Xj Hi W 


A 


719 
0 X ^ 


22 


.3 05 


10 


.0 90 


- 1 


. 4 67 


1 


. 00 


24 


. 19 


ATOM 


9 0 Q R 
Z U J? 0 


OA 


T .PIT 
XjJCjU 


p^ 


719 
0 X ^ 


22 


.5 05 


10 


,685 


- 0 


.13 7 


1 


. 00 


22 


. 42 


TV TOM 


9 0 Q Q 

Z U ^ J7 


c* 


T .TTTT 


A 
A 


7 19 
J X z 


2 2 


.62 6 


9 


.531 


0 


. 856 


1 


. 00 


22 


, 08 


ATOM 


9 1 0 0 
Z X U U 


\J 




A 
r\ 


719 
J X z 


9 7 


^04 


q 
7 


S7 2 


1 


. 724 


1 


. 00 


22 


. 80 


a TOM 


9 T 0 T 
Z X U X 


OR 




A 


719 
J X z 


2 1 


717 

• J X J 


1 1 


.563 


0 


. 2 53 


1 


. 00 


18 


, 83 


ATOM 


9 1 0 9 
Z X U Z 


00 


XjCjU 


A 
A 


71 9 
0 XZ 


2 1 


c;ft Q 
* ^ 0 7 


13 


. 050 


0 


. 097 


1 


. 00 


15 


.41 


ATOM 


9101 


0"ni 

V-.i</X 


T.1?TT 


A 
A 


719 
0 XZ 


9 0 


7 7*5 


1 7 

X J 


ft 7 Q 


0 

\J 


4 Q9 


1 


. 00 


12 


. 74 


ATOM 


91 OA 


009 


T.TTTT 


A 
A 


71 9 
J xz 


9 9 


7Q1 
• r 7 X 


1 7 
X 0 


7 Ql 
• J 7 X 


0 


. 944 


1 


. 00 


13 


. 01 


ATOM 


9 1 0 
Z X U 3 


TSI 


DMT? 


A 
A 


71 7 

.iS X.^ 


91 

Z X 


. 782 


ft 
0 


. ^ ^ X 


0 


. 643 


1 


. 00 


21 


. 73 




Z X U D 


A 
L.A 


"DU'C 


A 
A 


717 


9 1 
Z X 


71 c; 

. / X 3 


1 


7 0 C\ 


1 


4 R7 


1 


. 00 


21 


. 11 


Ax UI*! 


4C XU / 


\^ 


RRT? 


A 
A 


717 


9 1 
Z X 


f^ft ^5 

. D 0 0 


0 


04 R 
. U fx 3 


0 


. 565 


1 


. 00 


21 


. 89 


A T/^M 


9 1 0 R 

Z xu 0 




DU'C 
IrHc* 


A 
A 


717 
^ Xo 


9 0 


^5 9 R 


c 


4 7fi 
.1/0 




7 01 

• ^ U X 


1 


. 0 0 


23 


. 17 


A TOM 


^ XU 7 




irncj 


A 

A 


^ X^ 


9 0 


4. 7 7 
. ft / / 


1 


7 9 7 




7 0 


X 


0 0 


9 0 


. 4 2 


ATOM 


2110 


CG 


PHE 


A 


313 


20 


.457 


8 


.483 


3 


,336 


1 


. 00 


21 


.54 


ATOM 


2111 


GDI 


PHE 


A 


313 


19 


.446 


9 


.422 


3 


.281 


1 


.00 


21 


.51 


ATOM 


2112 


CD2 


PHE 


A 


313 


21 


.471 


8 


.645 


4 


.277 


1 


.00 


18 


.24 


ATOM 


2113 


CEl 


PHE 


A 


313 


19 


.451 


10 


.529 


4 


.139 


1 


.00 


23 


.36 


ATOM 


2114 


CE2 


PHE 


A 


313 


21 


.497 


9 


.743 


5 


.144 


1 


.00 


20 


.28 


ATOM 


2115 


cz 


PHE 


A 


313 


20 


.485 


10 


.687 


5 


.079 


1 


. 00 


19 


.77 


ATOM 


2116 


N 


PRO 


A 


314 


22 


.862 


5 


,608 


0 


.104 


1 


. 00 


22 


.26 


ATOM 


2117 


CA 


PRO 


A 


314 


23 


.081 


4 


.437 


-0 


. 748 


1 


. 00 


27 


.78 


ATOM 


2118 


C 


PRO 


A 


314 


22 


.453 


3 


.171 


-0 


,190 


1 


. 00 


29 


.90 


ATOM 


2119 


0 


PRO 


A 


314 


22 


.210 


3 


.069 


1 


.006 


1 


. 00 


29 


.70 


ATOM 


2120 


CB 


PRO 


A 


314 


24 


.599 


4 


.305 


-0 


.744 


1 


.00 


28 


.60 


ATOM 


2121 


CG 


PRO 


A 


314 


25 


.054 


5 


.722 


-0 


.677 


1 


.00 


23 


.83 



83/150 



10/501 002 



AiOM 




CD 


fKU 


A 

A 


ATOM 




"KT 
N 


TV on 
Aof 


A 

A 


TV T'/^IUI 


O T O /I 


CA 


A O T) 

AoF 


A 


AKJIVI 




/-I 

V- 


Ao Jr 


A 

A 


ATOM 


z J.Z o 


O 


A o n 


A 

A 


ATOM 


212 7 


CB 


TV OO 

Abf 


A 

A 


TV m/-wr 

ATOM 


O T O Q 

2 J.2 o 




TV c? r> 


A 

A 


ATOM 




ODl 


AoF 


TV 

A 


ATOM 


213 0 


OD2 


ASP 


A 


ATOM 


2131 


N 


SER 


A 


ATOM 


2132 


CA 


SER 


A 


ATOM 


213 3 


C 


SER 


A 


ATOM 


2134 


O 


SER 


A 


ATOM 


213 5 


CB 


SER 


A 


TV 

ATOM 


2136 


OG 


SER 


A 


ATOM 


2137 


N 


LEU 


TV 

A 


ATOM 


213 8 


TV 

CA 


T "CTT 


A 


ATOM 


213 9 


C 


LEU 


A 


ATOM 


214 0 


0 


LEU 


A 


ATOM 


2141 


CB 


LEU 


A 


ATOM 


2142 


CG 


LEU 


A 


ATOM 


2143 


CDl 


LKU 


TV 

A 


ATOM 


2144 


CD 2 


LEU 


A 


ATOM 


2145 


N 


PHE 


A 


ATOM 


214 6 


CA 


PHE 


A 


ATOM 


2147 


C 


PHE 


A 


ATOM 


2148 


O 


PHE 


A 


ATOM 


2149 


CB 


PHE 


A 


ATOM 


2150 


CG 


PHE 


A 


TV •Tl/^KiT 

ATOM 


2151 


CDl 


PHE 


A 


ATOM 


2152 


CD 2 


PHE 


A 


ATOM 


2153 


CEl 


PHE 


A 


ATOM 


2154 


CE2 


PHE 


A 


ATOM 


2155 


CZ 


PHE 


A 


ATOM 


2156 


N 


PRO 


A 


ATOM 


2157 


CA 


PRO 


A 


ATOM 


2158 


C 


PRO 


A 


ATOM 


2159 


0 


PRO 


A 


ATOM 


2160 


CB 


PRO 


A 


TV fn^^lVJT 

ATOM 


2161 


CG 


PRO 


A 


ATOM 


2162 


CD 


PRO 


A 


ATOM 


2163 


N 


ALA 


A 


ATOM 


2164 


CA 


ALA 


A 


ATOM 


2165 


C 


ALA 


A 


ATOM 


2166 


o 


ALA 


A 


ATOM 


2167 


CB 


ALA 


A 


ATOM 


2168 


N 


ASP 


A 


ATOM 


2169 


CA 


ASP 


A 


ATOM 


2170 


C 


ASP 


A 


ATOM 


2171 


o 


ASP 


A 


ATOM 


2172 


CB 


ASP 


A 


ATOM 


2173 


CG 


ASP 


A 


ATOM 


2174 


ODl 


ASP 


A 


ATOM 


2175 


OD2 


ASP 


A 


ATOM 


2176 


N 


SER 


A 


ATOM 


2177 


CA 


SER 


A 


ATOM 


2178 


C 


SER 


A 


ATOM 


2179 


O 


SER 


A 


ATOM 


2180 


CB 


SER 


A 



FIG. 2KK 



314 24.138 6.290 

315 22.234 2.190 
315 21.627 0.937 
315 22.591 0.064 
315 22.176 -0.826 
315 21.080 0.194 
315 19.948 -0.767 
315 18.782 -0.303 

315 20.228 -1.986 

316 23.878 0.368 
316 24.945 -0.321 
316 24.964 0.046 
316 25.765 -0.494 
316 26.296 0.025 

316 26.322 1.361 

317 24.110 0.996 
317 23.996 1.446 
317 22.946 0.626 
317 23.066 0.385 
317 23.603 2.923 
317 24.645 3.949 
317 24.099 5.348 

317 25.933 3.718 

318 21.901 0.237 
318 20.817 -0.550 
318 21.016 -2.003 
318 21.696 -2.303 
318 19.446 -0.135 
318 19.156 1.326 
318 19.675 2.211 
318 18.272 1.800 
318 19.320 3.562 
318 17.902 3.147 

318 18.423 4.038 

319 20.423 -2.923 
319 20.469 -4.370 
319 19.664 -4.771 
319 18.445 -4.577 
319 19.817 -4.885 
319 20.171 -3.830 

319 19.834 -2.607 

320 20.347 -5.363 
320 19.712 -5.783 
320 19.866 -7.283 
320 20.040 -7.727 

320 20.320 -5.021 

321 19.806 -8.073 
321 19.962 -9.520 
321 18.675 -10.243 
321 18.680 -11.233 
321 20.638 -10.134 
321 20.024 -9.681 
321 18.840 -9.279 

321 20.757 -9.739 

322 17.571 -9.727 
322 16.296 -10.357 
322 15.286 -9.388 
322 15.500 -8.184 
322 15.763 -10.961 



0 


«^ O V 


n 

X . 


00 


24 


. 26 


_ 1 


U 3 17 


X . 


00 


32 


. 62 


u . 


O *x X 


1 

X . 


nn 


3 5 


. 70 


u . 




X . 


u u 




, 22 




j7 Z X 


T 

X . 


n n 

u u 




. 53 


JL . 


O O *± 


X * 




4 1 
•4 X 


. 4 4 


— J. • 




X • 


on 


4 7 


. 92 


— ± . 




X • 


no 


4 ft 


. 77 


— J. . 


•5 

J J D 


X . 


no 


e;n 


.03 


n 


U *± X 


X . 


nn 




70 


r\ 

u . 


/ D J 


1 . 


n n 
u u 




1 1 

.XX 


^ . 


9 7 4 
Z J rt 


X . 


n n 




9 n 


-a 

J . 


n n fi 

. u u 0 


X . 






Q Q 

.77^ 


u . 


. X X 0 


X . 


n n 




. X 3 


- n 


"3 R 


X . 


on 


9 


.37 


o 

z • 


> 0 X u 


n 

X . 


on 


.3 J 


• 3.3 


J • 




X . 


on 




9 Q 
• ZD 


A 

4 . 


TOT 


X . 


on 
uu 


1 C 


"3 0 
. J u 


D , 


Q 1 "7 

. y 1 / 


1 

X . 


0 0 
u u 


J 1 


9 1 
. Z X 


A 

** . 




X . 


0 n 


7 n 


fl'3 
. 0 J 


J . 


.0x2? 


n 

X . 


0 0 


9 Q 
z 7 


1 '3 

. X J 




R E= ^ 

. 0 o 0 


X . 


0 n 
u u 


9 


4 4 


A 


Q Q 

. J 7 y 


X . 


0 n 


9 fl 
<^ 0 


4 ft 


O 

^ . 


Q Q Q 


X « 


0 0 

, uu 




.03 


A 


. D / U 


X • 


on 

. uu 




. 70 


4 , 


, J. /o 


X . 


on 

. uu 


J 7 


1 0 
. XU 


o 

J . 


. 1 72 


X . 


0 0 

. u u 


J 7 


4 0 
. U 


A 

4 . 


. U J U 


X . 


, u u 


"3 9 


94 
. Zft 


A 


. X^ X 


X . 


0 n 

. u u 


9 Q 
7 


. / D 


o 

J . 


. i. 7^ 


X , 


0 n 

, u u 


"3 0 


0 "3 


c 

O . 


n Q "7 


X . 


0 n 


9 Q 
Z 7 


.33 


•3 


1 Q 1 

. X7X 


X . 


0 n 

. u u 


"3 n 


ft ft 


3 . 


> xU / 


X . 


. UU 


"3 9 


4 T 


A 

4 . 


TAT 


X • 


nn 

t UU 


9 Q 
Z 7 


• 30 


A 

4 , 


Q C 0 
. 7DU 


X . 


n n 
. uu 


X 


09 

. uz 


A 

4 , 


. /DO 


X . 


n n 
. uu 


A n 
u 


Q9 
. 7Z 


o . 




X < 


n n 


4 n 


9*; 


o . 


. *t / ft 


X . 


0 n 
. u u 


4 0 


4 1 

. ft X 


o . 


. Uft D 


X . 


0 n 
. u u 


4 0 


44 
. ft fx 


/ < 


ft c; A 


T 

X , 


00 

, u u 




Qft 
• 7 0 


O . 


. 2dd 


1 

X . 


on 

, uu 


4 9 


T 9 


2 . 


c; c n 


X . 


nn 
. uu 


•3 Q 
J 7 


1 0 
. XU 


± 


. .5X3 


X . 


n n 
. uu 


"3 Q 
0 7 


. 30 


1 


. Uoo 


X , 


. UU 


•a Q 

J 7 


. OX 


- 0 


n 

. U3 J 


X . 


. UU 


4 X 


1 9 


0 


ICC 
. X30 


X , 


. UU 


4 "3 
4 J 


Q Q 
. 7 7 


2 


. 157 


X , 


, UU 


J 0 


0 C 
. J D 


2 


.026 


1 , 


. 00 


31 


.72 


1 


.709 


1 , 


.00 


29 


.16 


0 


.980 


1 


.00 


33 


.72 


3 


.263 


1 


.00 


29 


.58 


4 


.575 


1 


.00 


26 


.63 


4 


. 624 


1 


. 00 


28 


.64 


5 


.573 


1 


. 00 


27 


.21 


2 


.225 


1 


. 00 


23 


.95 


1 


.993 


1 


. 00 


21 


.48 


1 


.408 


1 


. 00 


20 


. 22 


1 


.384 


1 


.00 


20 


.42 


3 


.295 


1 


.00 


25 


.55 



84/150 



10/5010 



FIG. 2LL 



ATOM 


2181 


OG 


SER 




322 


15 


. 116 


-9 , 


. 994 


4 . 


. 117 


1 . 


00 


29 


.61 


ATOM 


2182 


N 


GLU 


A 


323 


14 


. 168 


-9 . 


. 929 


0 


. 955 


1 . 


00 


18 


. 90 


ATOM 


2183 


CA 


GLU 




323 


13 


. 113 


- 9 . 


. 134 


0 


.376 


1 . 


00 


20 


.38 


ATOM 


2184 




GLU 




323 


12 


. 404 


- 8 


. 299 


1 


,424 


1 . 


00 


20 


.46 


ATOM 


2185 


o 


GLU 




323 


11 


. 669 


_ 7 


. 3 73 


1 


. 091 


1 . 


00 


21 


.68 


ATOM 


^ X. O Q 


CB 


GLU 




323 


12 


. 119 


-10 . 


. 034 


-0 


. 349 


1 . 


00 


17 


.47 


ATOM 


2187 


CG 


GLU 




323 


12 


. 715 


-10 . 


. 719 


-1 


. 559 


1 . 


00 


24 


.16 


a TOM 


^ X o o 




GLU 


A 


323 


12 


, 708 


-9 , 


. 861 


-2 


. 846 


1 , 


00 


26 


. 03 


a TOM 


91 ft Q 

^ X O 17 


OEl 


GLU 


^ 


323 


13 


. 040 


- 10 . 


.412 


-3 


. 926 


1 . 


00 


28 


.72 


rt. J. yyvt 


2190 


0E2 


GLU 




323 


12 


. 358 


-8 


. 664 


-2 


. 789 


1 . 


, 00 


23 


.50 




9 1 Q 1 

^ X 27 X 




n X o 


p^ 


194 

J ^ 


12 


. 589 


- 8 


. 638 


2 


, 695 


1 . 


00 


22 


. 03 


ATTiM 
/\ J. 


^ X J7 ^ 


PA 
^A 


n X o 


p^ 


3 24 


1 1 


. 954 


- 7 


. 866 


3 


. 767 


1 . 


00 


19 


. 77 


ATOM 


2193 




HIS 


A 


3 24 


12 


. 814 


- 6 


. 631 


4 


. 016 


1 . 


. 00 


15 


. 64 


ATOM 


^ X 17 'x 


o 


HIS 


A 


324 


12 


.33 8 


- 5 


. 5 03 


3 


. 984 


1 , 


00 


14 


. 85 


ATOM 


^ X 17 3 


on 


nxo 


A 






. 832 


- 8 


.718 


5 


. 041 


1 , 


, 00 


18 


. 59 


ATOM 


9 1 Qfi 

^ X 7 D 




HIS 


P^ 


324 


11 


. 420 


-7 


. 938 




. 254 


1 . 


, 00 


17 


. 00 


ATOM 


9 1 Q7 

^ X j7 / 


T*jni 

IMX^X 


HIS 


P^ 


324 


12 


. 33 5 


-7 


. 349 


7 


. 106 


1 , 


, 00 


15 


.47 


ATOM 


91 Qft 

^ X J7 O 


pn9 


HIS 


P^ 


324 


X \J 


. 200 


_ 7 


. 651 


5 


. 762 


1 . 


. 00 


16 


. 90 


ATOM 


9 1 Q Q 

^ X J7 17 


OTTI 
V_IliX 


nxo 


A 
A 


J Z r± 


1 1 

X X 


Q7 

• 0 j7 / 


- 6 


732 


s 


.080 


\ _ 


0 0 


14 


. 50 


ATOM 


9 9 n n 

4^ z u u 


IN £iZ 


nxo 


A 
A 


7 9 4. 
J Z ft 


1 n 

X 1/ 


1 QQ 
. J 7 7 




.90 0 


7 


.8 96 


1 , 


. 00 


15 


. 07 


ATOM 


9 9m 

Z ^ U X 


"NT 


A QM 
AOiN 


A 
A 


^ Z 3 


1 4. 

X *z 


1 ni 

• X u ^ 


- fi 


. 8 64 


4 


.196 


1 , 


. 00 


15 


. 06 


ATOM 


9 9^9 


OA 
V^A 


A QM 
AoiM 


TV 

A 


"5 9 
J Z 3 


1 ^ 

X 0 




- R 


.8 00 


4 


.443 


1 , 


, 00 


18 


. 56 


ATOM 


9 9 


r» 


AQM 
AOIM 


TV 
A 


9 c; 

J z 3 


1 

X 


. 172 


-4 


. 855 


3 


. 2 54 


1 ^ 


. 00 


21 


. 93 


ATOM 


9 9 HA 




AQM 


TV 
A 


J Z 3 


1 R 
X 3 


fil ft 

• D X 0 


_ T 
•3 


71 Q 

. / X ^ 


3 


. 4 14 


1 , 


. 00 


26 


. 00 


ATOM 
AX VJlTl 


9 9 n 




ACM 
AOIM 


A 


9 R 

J Z 3 


1 

X 0 


490 

• 'z Z U 


0 


1 ft R 

. .9 0 3 


4 


.789 




► 00 


19 


. 57 


ATOM 


9 9n ^ 

46 Z U D 


pn 


AQM 

AOlM 


A 


J z 3 


X V 


.439 


_ 7 


. 076 


5 


. 144 


1 , 


► 00 


21 


. 82 


ATOM 


9 9n 7 

Z Z U / 


oni 


AQM 

AOIM 


a 

A 


9 R 

J Z 3 


15 


.416 


_ 7 


.160 


5 


. 831 


1 , 


► 00 


21 


. 71 


ATOM 
A X \JVl 


9 9 n R 
^ z u o 




ASN 


P^ 


■7 9 R 

0 Z -J 


1 7 


. 602 


_ 7 


. 569 




.535 


1 . 


. 00 


17 


. 2 0 


ATOM 


9 9 n Q 


N 


LYS 


p^ 


3 2 6 


14 


. 891 


- 5 


. 3 62 


2 


. 053 


1 . 


, 00 


21 


. 92 


ATOM 


9 9 1 n 


PA 
v^A 


LYS 


p^ 


3 26 


14 


. 954 


- 4 


. 564 


0 


. 838 


1 . 


. 00 


17 


. 60 


ATOM 
A X \Ji'l 


9 911 

Z X X 


p 


LYS 


P^ 


326 


13 


. 714 


- 3 


. 685 


0 


. 769 


1 , 


. 00 


15 


. 87 


ATOM 

A X KJVl 


2212 


n 


LYS 


P^ 


326 


13 


,785 


- 2 


. 516 


0 


. 3 92 


1 , 


. 00 


15 


. 12 


ATOM 

A X V,^l*i 


991 1 
Z Z X o 


PR 


T.VQ 
XJ X o 


a 

A 


'59fi 

<3 ^ V 


15 


. 025 


- 5 


. 462 


- 0 


. 392 


1 , 


► 00 


18 


. 74 


ATOM 
A X yjl'l 


991 4. 

Z Z X 1 


pn 


T.YQ 

Xj X O 


P^ 


J ^ 0 


16 


. 361 


-6 


. 142 


-0 


. 598 


1 , 


. 00 


19 


. 18 


ATOM 
A X \Ji*l 


9 9 1 R 
^ ^ X O 


pn 


Xj X O 


a 

A 


9fi 

J Z D 


X 0 


. 286 


_ 7 


. 055 


- 1 


. 796 


1 , 


. 00 


18 


. 11 


ATOM 
A X VJl'i 


9 9 1 
^ ^ X O 


PT? 


Xj X O 


a 

A 


J z 0 


17 


. 666 


- 7 


. 461 


-2 


. 243 


1 


. 00 


19 


. 55 


ATOM 
A X KJy'l 


9 917 
^ ^ X / 


IN Zj 


T.VQ 
Xj 1 O 


a 

A 


J z 0 


1 7 


. 54 5 


- 8 


.481 


-3 


. 340 


1 


. 00 


25 


. 56 


ATOM 
A X \Jrl 


9 9 1 R 
z X o 


N 


LEU 


P^ 


9 7 
0 z / 


12 


. 575 


- 4 


. 248 


1 


. 145 


X 


. 00 


13 


.43 


ATOM 
A X \Ji'l 


9 9 1 Q 

^ ^ X -7 


PA 

v—A 


LEU 


A 


197 
J z / 


11 


.33 8 


_ 3 


.5 01 


1 


. 145 


1 


. 00 


14 


. 62 


ATOM 
A X \JV'l 


9 9 9 n 


r« 


T.T?TT 


a 

A 


197 
J Z / 


1 1 

X X 


1 9 Q 

• 3 Z 17 


- 9 
z 


4 ft 


2 


. 3 02 




, 00 


17 


. 67 


ATOM 


9 9 91 
Z Z Z X 




T.RTT 
XjEiU 


a 

A 


197 
J Z / 


1 n 
X yj 


7R9 

• / 3Z 


X 


. 4 12 


2 


. 196 




. 00 


19 


, 98 


ATOM 
A X \jn 


9 9 9 9 

Z 4b 4b Z 


pn 




a 

A 


19 7 
.3 Z / 


1 n 

X u 


1 fin 

• X 0 Vi 


-4 


. 4 61 




. 246 




. 00 


10 


. 36 


ATOM 
A X kJV'I 


9 9 9"^ 
4S ZZ J 


pn 


T.TTTT 


a 

A 


19 7 
0 Z / 


p 

0 


7Q n 


_3 


. 803 




. 262 


\ 


. 00 


12 


. 10 




9 9 9/1 
^ ZZ 4 


^XJX 


T TTTT 


A 
A 


19 7 
J Z / 


Q 


*^ Q4 


z 


P Q4 


n 
u 


,021 


X 


00 


15 


. 96 


ATOM 
Al Vjl^ 


O O O C 
Z ZZ D 




T T?TT 


a 

A 


"5 9 7 
J Z / 


■7 


711 
. / J X 


- 4 


R ft 1 

, 0 0 ■J 


X 


19ft 


1 


. 00 


12 


.46 


ATOM 
AX Url 


O 9 O 
Z Z Z O 


JN 


T VQ 
Xj 1 O 


a 

A 


19 0 
J Z 0 


X X 


Q Q 9 
. ^ j7 z 


z 


ft 9 n 

. 0 z u 


-3 


. 0 -7 0 


]_ 


. 00 


17 


. 4 9 


AX vJiYl 


O O O "7 
Z Z Z / 


O A 
L.A 


Xj 1 O 


A 


"a 0 Q 
J z 0 


n 9 
±z 


n 9 
. u 0 Z 


X 


Q 1 9 
. ^ .J Z 


A 
rx 


c;4 9 
. D 1 Z 


T 
X 




16 


76 


ATOM 


2228 


c 


LYS 


A 


328 


13 


. 044 


-0 


. 790 


4 


.269 


1 


.00 


14 


.85 


ATOM 


2229 


o 


LYS 


A 


328 


12 


.806 


0 


.361 


4 


.647 


1 


.00 


15 


.55 


ATOM 


2230 


CB 


LYS 


A 


328 


12 


.497 


-2 


.723 


5 


.784 


1 


.00 


13 


.97 


ATOM 


2231 


CG 


LYS 


A 


328 


11 


.381 


-3 


.476 


6 


.440 


1 


.00 


12 


.37 


ATOM 


2232 


CD 


LYS 


A 


328 


10 


.266 


-2 


.520 


6 


.773 


1 


.00 


15 


.62 


ATOM 


2233 


CE 


LYS 


A 


328 


8 


. 998 


-3 


.236 


7 


.124 


1 


. 00 


18 


.22 


ATOM 


2234 


NZ 


LYS 


A 


328 


7 


. 928 


-2 


.271 


7 


.511 


1 


. 00 


27 


.89 


ATOM 


2235 


N 


ALA 


A 


329 


14 


. 135 


-1 


. 131 


3 


.596 


1 


.00 


11 


.88 


ATOM 


2236 


CA 


ALA 


A 


329 


15 


.188 


-0 


. 194 


3 


.245 


1 


.00 


13 


.33 


ATOM 


2237 


C 


ALA 


A 


329 


14 


. 696 


0 


, 924 


2 


.333 


1 


. 00 


14 


.85 


ATOM 


2238 


O 


ALA 


A 


329 


15 


.270 


2 


.010 


2 


.303 


1 


.00 


11 


,99 


ATOM 


2239 


CB 


ALA 


A 


329 


16 


.340 


-0 


.927 


2 


.592 


1 


.00 


12 


.09 



85/150 



FIG. 2MM 



a TOM 


o '5 4 n 

Z Z U 






A 
rl 




X o • 


D w O 


0 . 


621 


1 , 


559 


1 . 


00 


16 . 


65 


i\l KJrl 


O O A T 
Z Z ft X 


oa 




A 

r\ 




J. o • 


V •! D 




568 


0 . 


647 


1 ^ 


00 


20 . 


24 


A T'OM 


O O A O 
z z ft z 






a 


"5 n 


1 9 
X z . 


m A 

U J. *z 


2 . 


3 74 




430 




00 


19 . 


37 


A.1 UItI 


O O A "3 
Z Z ^ 


r\ 
\J 


Q"ir"D 


A 

r\ 


"5 1 n 


1 1 

XX. 


ft n 
o o u 


o • 


o u o 




07 ^ 




0 0 


2 0 . 


59 




O 4 4 
Z Z ft 






A 


J J yj 


X z • 


O O X 


n 

\j • 


82 0 


- 0 . 


510 


1 . 


0 0 


19 . 


48 


a TOM 


Z Z ft D 


on 


O Hiiv 


A 


J J \j 


11 . 


717 




714 


- 1 , 


396 


1 . 


00 


23 . 


75 


ATOM 


Z Zft O 


VT 
IN 




A 


J ^ J. 


X X • 


460 




762 


2 . 


462 




00 


18 . 


23 


TV TOM 


O O A 
ZZnl / 






A 
A 


± 


X u • 




9 

Z . 


442 


•3 

0 . 


290 


1 ^ 


00 


19 . 


23 


ATOM 


Z Z4 O 


r* 
v. 


VjJ-iJN 


A 
r\ 


^ O X 


1 1 

X X . 


, Z X 7 


o > 


A ft A 


4 ^ 


124 




00 


19 - 


62 


ATOM 


O O 4. Q 
Z Z ft 


\J 




A 


1 

J J J. 


1 n 


. / z o 


A 

** • 


RRfi 

'OOO 


4 ^ 


3 08 




00 


19 . 


08 


TS. TOM 


O O c: n 
Z Z D U 




VJijiN 


a 


J J ± 


Q 


Tft 7 

./Of 




Am 

. 1 ^ J. 


4 


191 




00 


15 , 


77 


R TOM 


O O tl T 
Z Z D X 


OO 


f^T TST 
OixIN 


A 


J J ± 


o < 


A 7 A 

1 fi / *± 


1 

X • 


061 


3 


62 9 


3^ 


00 


16 . 


36 


a TOM 


O O O 

z z o z 


on 


OT XT 


A 
i-1 


J J X 


ft 

o > 


n 7 n ■ 
. u o w 


- n 


2 92 


4 ^ 


087 




00 


14 . 


43 


TV TOM 


O O C "2 
Z Z 3 J 


OC T 


OT TvT 


A 
A 


J J X 


Q 

O . 


/ o z 


- n 


QQA 

. 7 7 *± 


A 


7fiT 

/ 0 0 


^ 




23 . 


19 


ATOM 


O O C A 


rjciZ 


OT TVT 


A 

A 


^ ^ X 


D • 


ft 9 Q 
> OZ 7 


- o 


fi 7*5 
. o / o 


0 . 


71 ft 
/ X 0 




no 


12 , 


76 


JVTOM 


o o c c 

ZZ3D 


TVT 
IN 


AIjA 


A 

A 


Z 


xz . 


A9 9 
> ft Z Z 


•3 

O > 


T T3 
p J.O o 


A 


0 D Z 


n 

X • 


00 


19 . 


54 


7^ TOM 


ZZ30 


^A 


ai A 


a 
A 


OO Z 


xo • 


9A Q 

> Zft 17 


•a 

o • 


QQA 


0 • 


T fi4 
0 0 *± 


]^ ^ 


00 


T_Q 
X 7 • 


46 


a TOM 


ZZ 3 / 




aT a 

ALiA 


A 

A 


o o z 


xo < 


, / b X 


c 

o • 


90^ 

> Z \J 3 


A 

** • 


fi9'5 
0 z 0 


T 

X • 


00 


21 . 


75 


A rp/^lUI 

AiOM 


O O C Q 

zz bo 


u 


ATA 
AijA 


A 

A 


"3 "5 o 
o o Z 


1 "3 

Xo . 


Q R "7 


c: 
b . 


9 fi fi 
, z o o 


D . 


9 n 'a 
z u 0 


X . 


n 0 


9 9 

z z . 


Rfi 
0 0 




O O C Q 

ZZ D y 


OQ 


ATA 
AilA 


A 

A 


"3 "3 O 

o o z 


1 A 
Xft . 


A 9 1 
. fi Z X 


•3 

o . 


9 m 
. z u / 


0 . 


Q 9 

7 0 Z 


T 

X • 


0 0 


14 


44 


ATOM 


o o ^ r\ 
z z o U 


JM 


A OO 


A 

A 


'2 "3 
O O O 


1 A 
Xft . 


n n "3 
. u Uo 




n A 

. U fi O 


-3 

0 . 


0 0 X 


T 

X . 




9 1 
Z X . 


Q A 
7 "a 


ATOM 


o O ^ 1 

z^o J. 


OA 

L.A 


A TDO 


A 

A 


"3 "3 "3 
OOO 


1 A 

X4 . 




b . 


1 A 9 
. XftZ 


Z . 


"3 fi 
0 0 b 


T 

X . 




9 9 
z z . 


7fi 
/ D 


AivJM 


•5 O £ O 
ZZOZ 


L. 


A DO 

AKV7 


A 

A 


*5 "a 

OOO 


Xo . 


•son 

> O 7 u 


•7 


1 9 
. XZO 


z . 


9 Q 
Z 3 7 


X . 


0 n 


9 9 
z z • 


fi9 
0 z 


ATOM 


O O £ o 
ZZO J 




a DO 


A 

A 


"3 '3 1 
OOO 


T "3 

Xo . 


ft Q 
. !30 7 


Q 


•3 1 9 

> 0 0 Z 


z . 


9 1 fi 
Z Xb 


1 

X . 


0 0 


99 
zz . 


QA 
7^ 


ATOM 


zz b4 


OD 


a DO 


A 

A 


"3 "3 
OOO 


X3 . 


mo 


c 

D < 


fi9 ft 

> bz 0 


X . 


9 9 9 

z z z 


n 

X < 


n n 


9 R 
Z3 • 


c;Q 

3 7 


Ai UM 


o o c c 
z z b r> 


oo 


ADO 
AKo 


A 

A 


"3 T "3 


Xb . 




O . 


1 A Q 
. X*i 7 


n 

U • 


Q99 


X . 


0 0 


9fi 
ZD* 


m 

U X 


ATOM 


o o ^ ^ 
zz b o 




ADO 


A 

A 


"3 "3 "3 
OOO 


Xb . 


7 7ft 

. / / o 


D . 


Q 7 fi 
. 7 / b 


u . 


(^9 A 
oZ fx 


X ■ 


0 0 


9 R 
z 0 . 


fiA 

D ** 


ATOM 

A J. UM 


Z Z b / 




ADO 


A 

A 


■7 "3 1 
OOO 


1 fi 

X o < 


n 9 fi 
> u z o 


c 

D . 


9 R ^ 
> Z 0 3 




fifl n 
0 0 u 




n n 


32 


2 9 


ATOM 

Ai vJIrl 


O O C Q 

Z Z b o 


07 


apo 


A 
£\ 


'3*3'^ 
OOO 


1 ft 

X O . 


1 Oft 
> X u o 


•3 

O • 


Q fi 
> 7 0 0 


- 0 . 


831 




00 


3 5 , 


86 


A TT^fUf 

AiCJM 


o o £r Q 

Z Z b y 




ADO 


A 

A 


"3 "3 
OOO 


X / . 


n n n 
. u u u 


"3 

O . 


1 Q 1 
• X 7 X 




ft A 7 
o*± / 


X . 


n n 


fi 
0 0 • 


7 0 


a TOM 

Al yjm 


z z / u 


j>Jrlz 


A DO 

AKo 


A 
±\ 


"7 1 1 
OOO 


1 Q 

X 7 . 


9 Q Q 
> Z 7 7 


•3 

O < 


•3 fi9 
1 0 0 z 




QQ9 

7 7 Z 


1 


00 


3 9 . 


62 


a TOM 


O O T T 

zz / ± 


TVT 
JM 


a CD 
Aotr 


A 
A 


*a A 
O O fs 


XZ . 


. X7X 


o . 


Q A 

. 37ft 


9 

Z • 


1 9fl 
XZO 


n 

X . 


0 0 


90 

Z \J m 


. D*x 


a TOM 


O O T O 

ZZ /z 


oa 
^A 


a CD 


A 
A 


"J A 

oo4 


XX . 


rt A 

. U3fr 


•7 

/ 1 


A 9 *3 
> ftZO 


J. ■ 




X < 


n n 


Z X ■ 


> 0 3 


a TOM 


Z Z / J 


o 




A 
t\. 


A 

O O ft 


1 n 

X U . 


79 A 


Q 

O • 


> 0 u / 


-1 

0 • 


V z 0 


1 


. 00 


22 . 


23 


ATOM 

Ai Um 


O O "7 /I 
Z Z / ft 


U 


A OD 
Ao Jr 


A 

A 


"3 '3 A 
O O fk 


X u . 


9 9 
. O Z Z 


Q 

7 . 


Am 

. ft 0 X 


9 

z < 


ft A fi 

' 0 1 0 




00 


24 . 


2 6 


A TT\fJt 
Ai UIYl 


Z Z / D 


Ota 


A C D 

Ao ir 


A 

A 


"3 "3 A 
O O ft 


Q 


ftfi7 


D . 


RA7 
. Oft / 


X • 


R9 fi 

' 0 Z D 




00 


22 . 


6 9 


Ai UIM 


Z Z / b 


oo 


A C D 

Ao rr 


A 
±\ 


"3 "3 A 
O O fi 


a 
o 


7ft n 
. / o u 


/ . 


9 Q A 
. Z 7ft 




ft "3 fi 

.000 




. 00 


2 1 


51 


Ai UIYl 


O O "7 T 
Z Z / / 


OOT 
UU J. 


A G D 
Aof 


A 
A 


"3 "3 A 
O O fi 


o 
O 


Qft ft 
. 7 O O 


"7 


fi fi 7 




"3 A A 
1 0 'i ** 


1 

X ' 


n 0 


25 , 


96 


Ai UiVl 


O O T Q 

Z Z / o 


OOO 

uuz 


A CD 

Ao Ir 


A 

A 


'3 "3 A 
O O ft 


n 

/ 


7 9 n 
. / z u 


•7 


A ft R 
. rt 0 0 


X < 


AfiQ 

. ft 0 7 


]^ 


n 0 


23 


53 


a TOM 


O O Q 
Z Z / 7 


J>J 


T CTT 


A 

A 


'I c: 

O O D 


X u 


■ O oZ 


/ . 


7fi9 
. / 0 Z 


A 


9 "3 

> z 0 3 


X ' 


0 0 


9 1 

Z X • 


• 0 X 


ATOM 


O O O 

zzoO 


OA 

CA 


T OTT 


A 

A 


O "3 C 
OO 3 


xu 


Rfi A 

. Db4 


o 
o 


. DZZ 


c 

3 < 


A A 1 

. fi ft X 


1 

X • 


n 0 


1 Q 

X7 • 


• 3\j 


Al OM 


O O Q 1 
ZZO J. 


L. 


T TTTT 


A 

A 


O O 3 


1 1 
X X 


fiA "3 
. O^O 


Q 

7 


> 3 0 Z 


c 
3 < 


f^7 1 
. 3 / X 


X 


nn 


XO < 


• 33 


AlOM 


o o o o 

ZZOZ 


u 




A 

A 


•3 "3 (C 
OOO 


X X 


. O^O 


X u 


7 A fi 
. /fib 


c 

0 < 


ft A n 

• Oft u 


1 
X 


no 


1 7 

X / < 


A'3 

1 ft 0 


ATOM 


22 83 


CB 


LEU 


A 


o c 
O O D 


X U 


COT 
. DO / 


•"7 


. b X / 


b . 


fi ft 1 
.box 


1 
X 


. UU 


1 7 
X / . 


9 fi 
. z 0 


Al. UM 


22 84 






A 

A 


O "3 C 
O O D 


X U 


. UXo 


Q 
O 


9 fi A 

. Z bft 


/ < 


Q 77 

. 7 / / 


X 


0 0 
. u u 


1 fi 
X 0 < 


1 ft 

. X 0 


ATOM 


22 85 


CDl 


T CTT 
LlEU 


A 

A 


"3 "3 C 
O O D 


Q 

o 


Q Q 
. OOO 


Q 

o 


TA C 

. / ft b 


/ . 


7 ft fi 
, /Ob 


X 


. u u 


1 fi 
X 0 , 


. U X 


ATOM 


2286 


CD2 


LEU 


A 


335 


10 


. 07 6 


7 


0 T C 

. z / b 


Q 
7 . 


T "3 T 

. Xo X 


X 


. UU 


T A 
Xfi . 


fi ft 
. b 0 


ATOM 


2287 


N 


LEU 


A 


336 


12 


.887 


9 


.179 


5 . 


.336 


1 


. 00 


16 . 


.64 


ATOM 


2288 


CA 


LEU 


A 


336 


14 


.005 


10 


.086 


5. 


.407 


1 


.00 


16. 


.93 


ATOM 


2289 


C 


LEU 


A 


336 


13 


.807 


11 


.218 


4 , 


.413 


1 


.00 


19. 


.18 


ATOM 


2290 


O 


LEU 


A 


336 


14 


.043 


12 


.382 


4 , 


.736 


1 


.00 


24 . 


.01 


ATOM 


2291 


CB 


LEU 


A 


336 


15 


.299 


9 


.358 


5, 


.071 


1 


.00 


14 . 


.09 


ATOM 


2292 


CG 


LEU 


A 


336 


16 


.249 


8 


. 901 


6 . 


.179 


1 


. 00 


16, 


.94 


ATOM 


2293 


CDl 


LEU 


A 


336 


17 


.503 


8 


.330 


5 , 


.565 


1 


. 00 


10 , 


.16 


ATOM 


2294 


CD2 


LEU 


A 


336 


16 


. 599 


10 


.075 


7 , 


.102 


1 


. 00 


13 , 


.20 


ATOM 


2295 


N 


SER 


A 


337 


13 


.315 


10 


.889 


3 , 


.226 


1 


.00 


17 , 


.20 


ATOM 


2296 


CA 


SER 


A 


337 


13 


.114 


11 


.882 


2 , 


.184 


1 


.00 


14 , 


. 95 


ATOM 


2297 


C 


SER 


A 


337 


12 


.032 


12 


.868 


2 . 


.559 


1 


.00 


13 . 


.10 


ATOM 


2298 


O 


SER 


A 


337 


12 


.090 


14 


.025 


2 , 


.158 


1 


.00 


15 


.70 



86/150 



FIG. 2NN 





^ ^ Z7 Z7 


OT3 




A 
A 


J J / 


1 0 
xz • 




11 


. 222 


0 * 


800 


1 ^ 


. 00 


9 . 


, 08 


/\± VjJYl 


«5 -J n n 
^ J u u 


r\n 

\JV3 




A 

A 




XX* 


3 3 


11 


. 067 


0 . 


520 


1 


. 00 


6 , 


, 87 




J U ± 


M 
Vi 


T VQ 


A 
A 


"3 "5 ft 
J 0 0 


X X • 


u 0 \J 


1 9 

X z , 


.4 21 


3 


344 


1 


. 00 


12 , 


04 




o T n o 
^ O u z 


L.A 




A 
A 


1 "3 P 


q 


-7 0 Z 


13 


2 81 


3 


7 64 




. 00 


12 . 


08 




o "3 n 1 
Z J u o 




T VQ 
Xi X 0 


A 
A 


"3 "3 P 
J 0 0 


X u • 


24 2 


14 


IIP 

. X X 0 


5 . 


03 2 


3_ 


, 0 0 


14 . 


. 69 


a "POM 


"5 r» A 


0 


T.VQ 


A 
A 


J J 0 


Q 

17 • 


3 0 0 


15 


. 131 


5 . 


295 


1 


. 00 


11 . 


. 13 


TV *T>OM 


o *5 n 

Zo UD 




T.VG 
Xj X 0 


A 
A 


^5 ft 
J J 0 


0 

0 • 


/ 0 0 


12 


. 429 


3 . 


990 


1 


. 00 


12 . 


. 09 


TV TPiM 


"5 n c 

z ^ U D 




T.VG 
Xi X 0 


A 

A 


"5 "5 fi 
J J 0 


Q 

0 ■ 


Z V J 


11 


. 758 


2 . 


763 




. 00 


12 < 


. 08 




•5 n 

Z J U / 




T VG 
Xi X 0 


A 

A 


ft 


n 

1 m 


U V/Z 


X \J 


. 919 


0 • 


111 




. 00 


12 . 


. 89 


ATOM 


o "3 n fl 

Z J u O 




T.VQ 
Xt X 0 


A 
A 


"5 7 P 
J J 0 




9 9 n 


1 0 


.601 


1 . 


882 


1 


. 00 


20 . 


■ 87 


ATOM 


Z ^ VJ 7 




T.VQ 




0 J 0 


7 ^ 


157 


10 


. 3 24 


0 . 


750 


1 


. 00 


24 . 


. 91 


a TOM 


Z o X u 


TvT 


1*1 III 1 


A 
A 


"5 Q 




91 

^ X Q 


1 T 

X 0 


. 666 


5 . 


8 14 


1 


. 00 


16 . 


, 21 


a TOM 


Z ^ J. J. 


V^A 


MPT 


A 
A 


J J J? 


1 1 


0 U V/ 


14 


. 3 10 


7 ^ 


,04 6 


1 


. 00 


16 . 


. 11 


a TOM 


O "3 T O 
Z ^ ± 




MPT 
1*1 Cj J. 


A 
A 


"3 "3 Q 
J J -? 


X z • 


0 7 X 


1 5 


. 3 54 


6 , 


,832 


1 


. 00 


16 . 


. 02 


ATOM 


Z ^ J. J 


r\ 


MPT 
l*lili 1 


A 

A 


■7 "3 Q 
J J ^ 


T 9 
xz • 


0 V./ z 


X 0 


4 ^ft 
• ft 3 0 


7 ^ 


, / ft 


1 


. 00 


17 


. 20 


A TOM 






MPT 


A 
A 


J J 7 


x^ • 


U / 3 


X J 


9fin 

. ^ 0 w 


8 . 


066 


1 


. 00 


17 . 


. 91 


A TOM 


Z O X 3 




MPT 


A 
A 


•3 Q 

J J 7 


1 1 

XX* 


U X 0 


1 9 
X z 


* 221 


8 . 


. 487 




. 00 


15 . 


.40 


A TOM 


O "3 T <J 
Z .3 X O 


oU 


MPT 


A 
A 


'3'5 Q 
0 J ^ 


XX* 


.3 7 7 


X X 


. ^ ft ft 


10 , 


070 


1 


* 00 


11 


. 13 


A TOM 


± f 


OC 


MTPT 


A 

A 


•3 "3 Q 
J J y 


Q 


p n 7 
0 u ^ 


1 n 
X u 


. 7 / / 


1 C\ 

X \J • 


RT R 

< Zj ~j ^ 


]^ 


nn 


4 


. 76 


Ai vJIn 


J X O 


IN 


T TrTT 
XlCiU 


A 

A 


"3 A n 
J ^ U 


T "3 
X J . 


'TA 


1 A 
X 1 


Q Q >=; 

.770 


0 • 


102 




00 


13 


. 03 


A J. VJJVI 


O "3 T Q 

z o X y 


CA 


T CTT 
XiiliU 


A 
A 


"3 A O 
J fi U 


1 A 
Xfi . 


P 1 
0 X D 


X 3 


Q A 9 
. 7 ft Z 


c 


.84 7 


]_ 


. 00 


9 


. 12 


ATOM 


o o o r\ 




T CTT 


A 
A 


"3 /I n 
0 4 U 


Xfl . 


ATA 
ft X ft 


X 0 


P Q "3 

. 0 y J 


. 


7 A Q 

. / ft 7 


X 


. \J\J 


Q 

7 


n9 

■ VJ ^ 




0001 
Z J Z 1 


u 


T CTT 


A 

A 


0 /I A 
J ft U 


T A 
Xfi . 


Q c: n 

y _> u 


X 0 


P 9 9 
. 0 Z Z 


•3 

J , 


^ c: 
> 0 O 3 


n 

X 


n n 


X X 


A 

. -3 ft 






OD 


T 'CTT 


A 

A 


"3 >1 f\ 


Xo * 


1 T 9 
XXZ 


X D 


9 "3 9 
. Zo z 


c 

3 . 


A f^A 
. ft 0 ft 


X 


rj n 

• VJ u 


1 n 

X yj 


n n 


ATOM 


0 0 0 "3 


00 


T CTT 


A 

A 


•3 >i n 


Xo * 


TT n 


1 A 
Xfl 


"3 T P 
* 0 0 0 


0 . 


RT 


1 

X 


* wu 


1 T 

XJ 


79 


A TOM 


0 1 0 A 


L.LfX 


T PIT 


A 

A 


"3 A n 


1 R 
X 0 * 


OA R 
Ufx 3 


1 T 
X J 


77 


0 < 


> w 0 X 


2_ 


00 


13 


. 72 


A TOM 


O ^ "5 


^uz 


T PIT 


A 

A 


A n 


XO . 


QA c: 


1 

X 3 


1 AA 

. Xftft 


n 

f < 


> 0 X 3 




. 00 


12 


. 06 


A TOM 

Al vJN 


0 "3 0 
Z J Z 0 


IN 


"\7A T 
VAXi 


A 

A 


"3 A 1 
0 X 


X J . 


T Q Q 
J 7 7 


1 7 

X / 


7 n R 


c: 
Zj < 


n 09 


2^ 


. 00 


10 


. 15 


A TOM 
Al VJJYI 


0 "3 O T 


OA 

t^A 


VAXi 


A 

A 


TAT 
0 X 


xz . 


Q A "7 
7ft / 


1 p 
X 0 


QT 
. 0 7 -3 


fx , 


n9Q 

. \J ^ 7 


2^ 


nn 


16 


. 3 8 


A TOM 


0 "3 0 Q 
Z J Z 0 


/-I 

L. 


V AXj 


A 

A 


TAT 
J X 


1 "3 
Xo . 


1 9 Q 
X Z 7 


9 n 
z u 


n 7 A 

. U / ft 


A 

fx . 


A 9 
> 0 ft z 


]_ 


nn 


18 


3 8 


A TOM 


0 0 0 Q 

Z^Z^ 


\J 


VAX* 


A 

A 


A 1 
Jft X 


XZ . 


ATI 


20 


*393 


.3 , 


9 n 

. 0 z u 




. 0 0 


2 0 


2 6 


A TOM 


0 0 0 A 


/-1T3 
Co 


WAT 
VAXi 


A 

A 


1 A 1 
Jft X 


XX * 


A 79 
fs r Z 


18 


.547 


-3 

^ ■ 


PI 
> 0 0 X 




n n 


15 


. 8 0 


ATOM 


Z ^ ^ X 


om 


WAT. 
VAXj 


A 

A 


1 A 1 
J4 X 


XX* 


1 QP 
X 7 0 


19 


*269 


9 

z , 


• 0 7 0 




* 00 


12 


. 46 


ATOM 
Al VjiYl 


z 0 J z 


CvjZ 


T/AT 
VAXj 


A 
A 


A 1 
J X 


XX. 


u 0 0 


17 


.106 


•a 

^ < 




3_ 


. 00 


21 


. 60 


A TOM 
A± UIVl 


0 '3 '3 "3 
Z J J ^ 


In 


TT P 
X XiH 


A 

A 


"5 A 9 
J 4 Z 


X 0 * 


7 0 0 


20 


.909 


A 

f* 1 


040 

■ w ft U 




* 00 


21 


. 3 0 


A TOM 


0 '3 A 


OA 
V-»A 


TT.P 
X Xio 


A 
A 


A 9 
0 4 Z 


1 A 
Xfx > 


224 


22 


.252 


4 


. 559 


1 


. 00 


23 


. 13 


A "yOM 

Ai vjjyi 


T "3 "3 C 
Z J J O 




TT P 


A 
A 


"3 A 
J fi Z 


XZ . 


Q A ^ 
7 D 0 


23 


.094 


ft 


^ QP 
.070 


X 


on 


22 


. 57 


ATOM 

Al L/in 


0 "3 T 

z ^ ^ 0 




TT T7 


A 

A 


"3 A 
J ft Z 


xz . 


PAR 
Oft D 


23 


.856 


c; 

ZJ 




3^ 


. 00 


24 


. 8 1 


A TOM 


0 "3 "3 T 
Z^^ / 


oia 


TT XT' 
XXiHj 


A 

A 


"3 A 
0 ft Z 


X 3 . 


9 n 
z 0 u 


23 


.013 


-3 


7 OA 


3^ 


n n 


24 


. 58 


ATOM 


0 "3 Q 

Z Jo 0 


001 

V^VjX 


TT T? 


A 

A 


0 ft Z 


X 0 • 


3 7 X 


22 


.252 


•3 

J ■ 


■ D 7 X 


3_ 


n n 


21 


. 38 


ATOM 
AlUIYl 


0 ^ "3 Q 
Z J J 7 


L.0Z 


TT T7 


A 

A 




XD * 


A 1 c: 
ft XD 


24 


.473 


A 
ft 


9 1 T 
> Z X J 


X 


00 


9ft 
^ 0 


. .3 ^ 


A TOM 


0 "5 A n 
Z J4 u 


om 


TT P 
XXiCi 


A 

A 


•3 A 0 
J flZ 


X / « 


T 7 
0 J / 


22 


.857 


9 
z 


77fi 
• / / 0 


1 

X 


00 


21 


* 55 


A TOM 


0 *3 A T 
Z Jffc X 


TVT 
IN 


A CD 


A 

A 


"3 A "3 
Jft J 


XZ • 


fi n A 

u U fx 


22 .'931 




• 0 u X 


X 


00 


20 


. 64 


ATOM 


0 0 0 
Z J 4 Z 


0 A 

L.A 


A OD 

AoF 


A 

A 


"3 A "3 
J ft J 


X u . 


7 Q 7 
/ 7 / 


23 


.719 


•3 


. 7XX 


X 


nn 


1 ft 

X 0 


• ft J 


AT. OM 


2343 


L. 


A OT5 

AbP 


A 

A 


"3 >1 "3 


Q 


TA T 

. /ft X 


23 


.050 


ft 


7 P Q 

. / 0 y 


n 
X 


n n 


1 Q 
X 7 


79 
. / z 


ATOM 


2344 


r\ 
U 


A OT) 

AoF 


A 

A 


0 yi 0 


Q 


uyo 


22 


.110 


ft 


"3 A 
. J Oft 


X 


n n 

. VJ \J 


9 9 
z z 


P T 


ATOM 


234 5 


CB 


ASP 


A 


o /I 0 
34 J 


10 . 


0 /I Q 

z 4 y 


23 


.984 


z 


CIA 


X 


n n 


1 Q 
X 7 


Q P 
.70 


ATOM 


2346 


CG 


ASP 


A 


343 


9. 


077 


24 


.953 


2 


.510 


1 


. 00 


22 


.57 


ATOM 


2347 


ODl 


ASP 


A 


343 


8. 


,332 


25 


.008 


3 


.492 


1 


.00 


23 


.19 


ATOM 


2348 


0D2 


ASP 


A 


343 


8. 


872 


25 


.667 


1 


.508 


1 


.00 


26 


.66 


ATOM 


2349 


N 


PRO 


A 


344 


9. 


.475 


23 


.596 


5 


.990 


1 


.00 


20 


.20 


ATOM 


2350 


CA 


PRO 


A 


344 


8. 


.470 


23 


.018 


6 


.894 


1 


.00 


16 


.72 


ATOM 


2351 


C 


PRO 


A 


344 


7 . 


. 086 


22 


.922 


6 


.3 04 


1 


. 00 


18 


. 97 


ATOM 


2352 


0 


PRO 


A 


344 


6 . 


, 211 


22 


.252 


6 


.854 


1 


. 00 


19 


.62 


ATOM 


2353 


CB 


PRO 


A 


344 


8 , 


,479 


23 


. 987 


8 


.075 


1 


. 00 


17 


.59 


ATOM 


2354 


CG 


PRO 


A 


344 


8. 


, 911 


25 


.278 


7 


.461 


1 


.00 


17 


. 94 


ATOM 


2355 


CD 


PRO 


A 


344 


10 . 


. 034 


24 


.826 


6 


.574 


1 


.00 


18 


. 08 


ATOM 


2356 


N 


ALA 


A 


345 


6. 


.862 


23 


.674 


5 


.235 


1 


.00 


19 


.74 


ATOM 


2357 


CA 


ALA 


A 


345 


5. 


.583 


23 


*694 


4 


.548 


1 


.00 


18 


.23 



87/150 



FIG. 200 



TV Ti/^IUI 

ATOM 


O O C Q 




ATA 


A 

A 


Oft D 


c 

3 . 


ft DO 




A A 

> fx fx 3 


0 

0 • 


r Z^ 


X . 




17 . 


55 


ATOM 


2 3 59 


O 


ATA 
AJ-iA 


A 

A 


O /I C 
O^ D 


A 


0 c: n 
0 b u 


0 0 


■ Ufto 


0 

0 . 


0 0 X 


X • 


VJ VJ 


X Z7 . 


09 


ATOM 


23 6 0 


Co 


ATA 

AJjA 


A 

A 


O y1 C 


c 

b . 


ACQ 


0 A 
J ft , 


Q 0 7 

, i7Z / 


0 

0 . 


D J J7 


X . 


VJ VJ 


1 R 
X 0 . 


19 


Al OM 


2 J D 1 


JN 


T VO 


A 

A 


A a 
O o 


b . 


fl Q 
D 0 y 


^ X i 


. 0 0 X 


0 

0 . 


4 n 

1 Z VJ 


2_ 


. VJ VJ 


1 R 
X 0 . 


/ 0 


ATOM 


23 62 


CA 


LYS 


A 

A 


A C. 
O ^ D 


b . 


0 C 
bob 




Q n 

. O i7 U 


0 

z . 


0 

000 


X • 


nn 

VJ VJ 


z z . 


1 7 
X 0 


ATOM 


23 63 


C 


LYS 


A 

A 


A C 

o4 D 


/ . 


X b u 


X 7 . 


0 c; 
. 0 DO 


0 

0 . 


^ ri rt 


n 

X • 


nn 

. \J VJ 


99 

z z . 


1 R 
X 0 


ATOM 


^ J o4 


vJ 


T VO 


A 

A 


Ofl O 


•7 


X Ufi 


1 Q 
X 0 • 


1 ^ 0 X 


0 

z • 


73Z 


X • 


nn 


z z ■ 


VJ 9 


ATOM 


o "a ^ c 


Co 


T VO 


A 

A 


"^A a 
o4 o 


/ « 


ftOO 


Z U . 


> 0 X X 


X • 


QR 

0 0 3 


n 

X . 


nn 


z 0 • 


0 X 


ATOM 


o o ^ ^ 




T VO 


A 

A 


1 A €i 
O^ D 


b . 


yuo 


Z X . 


on A 


A 

\J . 


/ X 


7 

X < 


nn 


0 0 ■ 


I D D 


ATOM 


O *3 ^ 1 
^ J D / 


CU 


T VC 


A 

A 


O ^ D 


/ . 


"7 A "X 


z z . 


> U D X 




7 P Q 

/ 0 J7 


X . 


00 


00. 


48 


ATOM 


O O ^ Q 


v_fc* 


T VO 


A 

A 


A C. 

o ^ b 


■7 
/ . 


P Q 0 
000 


n 
z u . 


•707 

. / VJ / 




J X O 


X . 


n n 

. VJ KJ 


rt 0 « 


7 0 


ATOM 


O "2 £ Q 

Jo 6 7 


JN ^ 


T VO 


A 

A 


A C. 

o 4 b 


Q 

o . 


box 


z u . 


"7 ^ 


_ 0 
z . 


PI Q 

0 X 17 


T 

X . 


nn 

. VJ VJ 


47 . 


82 


AiOM 


O O ^7 


- XT 




A 
A 


"a A T 
o ^ / 


•7 


^ A Q 

, b ft 0 


X 17 . 


. o / o 


A 

*± . 


D 0 *± 


1 . 


.00 


19 . 


> 0 0 


ATOM 


O "3 T T 


CA 


A or* 
AKo 


A 

A 


'i^ A"! 
O^ / 


Q 

0 . 


1 TA 

. X / ft 


X 0 . 


. O -L J7 


C 

D . 


0 z / 




n n 

. VJ \J 


17 


00 

. VJ V 


ATOM 


O O T O 

2o7 J 


C 


A T3/^ 


A 

A 


1 A'l 

o4 / 


•7 


n n A 


1 "7 
X / . 


.boo 


0 . 


\J Ot* 


7 

X . 


n n 

> VJ VJ 


xo • 


0"? 

> VJO 


ATOM 


Jo /o 


U 


AKo 


A 

A 


^ A "7 
o4 / 


c 
3 . 


QTA 

, 0 /ft 


XO 1 


> X 3 X 


0 . 


V 0 z 


7 

X • 


on 


x^ < 


59 


ATOM 


Jo /4 


Co 


A 

AK\j 


A 

A 


A "7 
O^ / 


Q 

0 . 


Q 

> I73b 


T Q 

X 7 < 


1 RP 
> X 3 0 


0 . 


0/0 


X i 


nn 

. VJ VJ 


X 0 • 


04 

> VJ"* 


ATOM 


O "5 T C 

2o 7b 


CG 


A DO 


A 

A 


OAT 
O^ / 


Q 

y • 


fi 0 Q 

. 0 J ^ 


1 R 

X 0 • 


> Z Z Z 




fl 0 0 


1 

X < 


nn 

. VJ VJ 


X ^ 1 


P4 

. 0 ■* 


ATOM 


O O T ^ 
J J / D 


CD 


A Dl^ 


A 

A 


"3 >t T 
Oft / 


X u . 


A A Q 

. ftfi y 


X 0 ' 


. J? z 0 


p 


^7 R 
0 / 3 


X . 


n n 

. VJ VJ 


X 0 • 


• 0 D 


ATOM 


23 77 


NE 


A D/^ 


A 

A 


O /I 

o4 / 


T 1 


. ^ X y 


1 Q 

xy 


Q 0 Q 

. y 0 y 


p 


. z b b 


X . 


n n 

. VJ VJ 


1 '7 
X / . 


■^R 

, D 0 


ATOM 


2 3 78 


CZ 


ARG 


A 


o /I T 
o4 / 


± ± , 


, ^ / J 


0 T 

z X 


. X / b 


p 
0 . 


7 "7 


7 

X . 


n n 

. VJ VJ 


1 

xo . 


n Q 

1 VJ 27 


ATOM 


2379 


NHl 


ARG 


A 


347 


lU . 


^ A f 

. 6Ub 


0 T 

J X 


ceo 
. bbo 


Q 

y . 


CPA 

. bo U 


7 

X . 


A A 


1 p 

Xo . 


A 9 
> U Z 


ATOM 


2380 


NH2 


ARG 


A 


347 


12 . 


0 a c 
. 00b 


0 0 
J J 


A yl 0 
. U4 J 


Q 

0 . 


0 1 Q 

, 0 X y 


7 

X . 


n A 


1 A 
X4 < 


R Q 

. 0 27 


ATOM 


2381 


N 


ILE 


A 


Q y| O 
o4 O 


•7 


OCA 

. Jb4 


Xb 


A 0 *? 


b . 


1 ft b b 


1 

X . 


nn 


XD < 


, 1 0 


ATOM 


2382 


CA 


ILE 


A 


34 8 


6 . 


*1 0 A 

. 180 


T C 

Xb 


C T C 

. b /b 


0 . 


a Q A 
. y 84 


7 

X . 


n A 


Xb . 


R ^ 

. 0 b 


ATOM 


23 83 


C 


ILE 


A 


34 8 


C 

b . 


Q A 0 

. y oy 


1 c 

Xb 


. 8b / 


0 
0 . 


A C£ 
. 4 00 


7 

X . 


A A 


X / . 


n 

. UD 


ATOM 


2384 


O 


ILE 


A 


34 8 


D . 


. 805 


X6 


0 T 0 

. 0 xy 


y . 


T Q A 

. Xo U 


7 
X 


A A 


T R 

Xo . 


0 n 
. 0 u 


ATOM 


2385 


CB 


ILE 


A 


34 8 


6 . 


.484 


T A 
X4 


A 0 T 

. U 0 X 


b . 


•7 0 A 
, / 0 4 


7 
X 


A A 
. U U 


1 P 

Xo . 


A 

. u 0 


ATOM 


2386 


CGI 


ILE 


A 


34 8 


c 

b . 


00c 
.Job 


1 0 

X 0 


1 Q C 

. X y b 


b . 


Q P P 

. y 0 0 


X 


A A 
. U U 


1 Q 

X 17 , 


. X 27 


ATOM 


23 87 


CG2 


ILE 


A 


34 8 


/ . 


^ T A 
. foXU 


T 0 

X 0 


coo 
. b Jo 


•7 


CAP 

. b u 0 


7 
X 


A A 
. U U 


1 9 

XZ . 


p c; 

> 0 D 


ATOM 


2388 


CDl 


ILE 


A 


O /I o 

34 8 


b . 


>1 c c 

. 4 bb 


1 1 
X X 


"7 0 1 

. / 0 X 


b < 


•7 C A 

. / bu 


7 
X 


n A 
. uu 


9 9 
ZZ . 


n R 

> UD 


ATOM 


2389 


N 


ooR 


A 

A 


o >l o 
o4 9 




, boo 


Xb 


■ bbX 


p 

0 . 


Q A T 

. 17 U X 


7 
X 


n n 


XD i 


R4 
• Drx 


ATOM 


23 90 


CA 


SER 


A 


o /I a 
o4 9 


A 


0 C "7 

. Jb / 


T C 

Xb 


. yx J 


xu < 


> Z /O 


7 
X 


n n 
. u u 


XD . 


49 
t Tx Z 


ATOM 


23 91 


C 


SER 


A 

A 


o4 1? 




A A 0 


T A 
Xft 


£ Q R 

. byo 


XX . 


, xo / 


7 
X 


n n 
. u u 


1 R 

XO < 


91 
• Z X 


ATOM 


2 3 92 


O 


OCT3 


A 

A 


"5 y1 Q 

o 4 y 




Q C Q 

. y b y 


T 0 
XO 


£ c e 
. b b 3 


XWI . 


1 A Q 
. / 4 0 


7 
X 


nn 

. VJ U 


1 Q 

X7 < 


.00 


ATOM 


2 3 93 


CB 


SER 


A 


O /I Q 

o4 y 


J 


Q A Q 


X b 


0 Q 

. 0 17 D 


1 n 

X u . 


. Z 7 / 


7 
X 


nn 

. VJ VJ 


X 0 < 


. 74 


ATOM 


23 94 


oc 


SER 


A 

A 


T /I Q 

o4 y 


X 


Q Q C 

. 0 y b 


X 3 


. 0 bZ 


Q 

17 . 


Q P A 
. 27 0 ft 


X 


n n 

. VJ VJ 


X D 


n'l 

. VJ 0 


AiOM 


O O Q C 

Jo y D 


JN 


T 7 A T 
V AIj 


A 

A 


o c rk 
o D U 


A 


n A T 

. Uft / 


T A 
X ft 


. 0 Z X 


1 9 
X z . 


. rt 0 VJ 


X 


n n 

. VJ VJ 


20 


. 51 


ATOM 


2396 


CA 


VAL 


A 


"3 c rk 
o b 0 


A 

*i. 


. xyo 


T 0 
Xo 


■7 0 P 
. / 0 0 


Xo . 


A Al 
► 44/ 


X 


n n 


1 p 
X 0 


Q4 

. 27 *± 


ATOM 


2397 


C 


VAL 


A 

A 


•3 c r» 
obO 


•a 
0 


T /I 7 

. X4 / 


X J 


£ C A 

. bbft 


Xo < 


0 

. z 0 U 


7 
X 


n n 
. u u 


1 

X 0 


4 Q 

. ** 27 


ATOM 


2398 


O 


VAL 


A 


o c 
obO 


0 


A ^ C 

.44 6 


XX 


A "7 Q 
• fl / 0 


Xo . 


0 1 C 

. 0 0 b 


7 
X 


nn 
. uu 


1 R 
X 0 


n9 

. UZ 


ATOM 


2399 


CB 


VAL 


A 

A 


OCA 

obU 




A Q 0 

. Uoo 


T A 
X4 


OCA 

. J b u 


1 A 

Xft 1 


OA 1 
. 74 X 


7 
X 


nn 
• u u 


X 27 


R'5 
. 00 


ATOM 


2400 


CGI 


VAL 


A 


OCA 

obO 




ceo 
. bbo 


T 0 

Xo 


T QO 
. Xoo 


XD . 


Q 0 0 
. 7Z Z 


7 
X 


nn 
. u u 


1 A 

Xri 


1 R 
. X 0 


ATOM 


2401 


CG2 


VAL 


A 


3 5 0 


4 


0 Q 0 

. 8yo 


T C 

Xb 


c r\ ez 
. b U b 


1 c 

X b 


T C 0 

. Xbo 


7 
X 


A A 
. u U 


X y 


. 0 D 


ATOM 


24 02 


N 


ASP 


A 


OCT 

o bl 


X 


Q 0 Q 

. y J 0 


T 0 

Xo 


A Q "7 


T 0 

X J 


Q T 0 

. y xz 


7 
X 


A A 
. U U 


X D 


P 9 
. 0 Z 


ATOM 


24 03 


CA 


ASP 


A 


3 51 


VJ 


Q 0 1 
. 0 J 1 


T 0 
X J 


1 £C 7 

. X b / 


1 0 

X J 


C Q C 

. b y b 


X 


A A 
. U U 


1 Q 

X 27 


4 R 
. ft 0 


ATOM 


2404 


C 


ASP 


A 


3 51 


0 


Q Q £1 
.08 b 


X X 


0 Q 0 
.080 


X X 


A AA 
. 4 U4 


X 


A A 
. U U 


9 1 
Z X 


A A 
.44 


ATOM 


2405 


0 


ASP 


A 


351 


0 


.288 


10 


.322 


11 


.289 


1 


. 00 


24 


.24 


ATOM 


2406 


CB 


ASP 


A 


351 


-0 


.517 


12 


.896 


12 


.802 


1 


.00 


19 


.34 


ATOM 


2407 


CG 


ASP 


A 


351 


-0 


.818 


13 


.346 


14 


.216 


1 


.00 


22 


.25 


ATOM 


2408 


ODl 


ASP 


A 


351 


-1 


.880 


13 


.959 


14 


.447 


1 


.00 


21 


.31 


ATOM 


2409 


0D2 


ASP 


A 


351 


0 


.014 


13 


.083 


15 


.108 


1 


.00 


23 


.43 


ATOM 


2410 


N 


ASP 


A 


352 


1 


.568 


11 


. 922 


10 


.409 


1 


.00 


21 


.74 


ATOM 


2411 


CA 


ASP 


A 


352 


1 


,699 


11 


.221 


9 


.152 


1 


.00 


20 


.56 


ATOM 


2412 


C 


ASP 


A 


352 


2 


. 953 


10 


.380 


9 


.214 


1 


. 00 


19 


.06 


ATOM 


2413 


O 


ASP 


A 


352 


3 


.059 


9 


.378 


8 


.516 


1 


, 00 


20 


.14 


ATOM 


2414 


CB 


ASP 


A 


352 


1 


.797 


12 


.191 


7 


,967 


1 


. 00 


21 


.74 


ATOM 


2415 


CG 


ASP 


A 


352 


0 


.504 


12 


.922 


7 


.680 


1 


.00 


20 


.06 


ATOM 


2416 


ODl 


ASP 


A 


352 


-0 


.591 


12 


.512 


8 


.148 


1 


.00 


19 


.05 



88/150 




FIG. 2PP 



a TOM 


^ rr X / 


nr)9 


ASP 


A 


352 


0 . 


597 


13 


. 925 


6 . 


961 


1 , 


. 00 


21 . 


. 55 


ATOM 


^ ^ X O 


IN 


ALA 




353 


3 . 


925 


10 


. 819 


10 . 


002 


1 , 


. 00 


16 . 


,38 


ATOM 


^ ft J. ^ 


V-.A 


AT. A 

AXjA 




J Zj J 


5 


154 


10 


. 082 


10 . 


141 


1 


, 00 


15 . 


. 27 


ATOM 


9 4 9 n 

^ ri ^ VJ 


0 
V_ 


AT. A 
AXjA 


A 
A 


J zj J 


4 ^ 


84 5 


3 


. 814 


10 . 


954 


1 


. 00 


18 , 


. 82 


A TOM 


9 4. 9 1 
Z 1 ^ X. 


0 


AT .A 

AXjA 


A 
A 


J Zj J 




4 Q7 

ft j7 / 


7 


.791 


10 . 


778 


1 


. 00 


20 , 


, 4 9 


ATOM 


94. 9 9 




AT. A 
AXjA 


A 

A 


0 3 0 


0 • 


24 0 


10 


. 943 


10 . 


789 


1 


. 00 


9 , 


. 63 


a TOM 




IN 


T.T^TT 




^fx 


3 . 


791 


3 


. 854 


11 . 


766 


1 


. 00 


19 . 


. 59 


ATOM 


9494. 




T."B*TT 

XJC*\J 


A 
A 




3 . 


397 


7 


. 699 


12 . 


567 


1 


. 00 


20 . 


. 91 


ATOM 


94 9 c; 
z ft ^ 3 


0 


T.'PTT 


^ 


354 


2 . 


625 


g 


. 687 


11 . 


738 


1 


. 00 


22 , 


.39 


ATOM 


9 4 9 
Z fi Z O 


0 
\J 


XjCjU 


A 
A 


7 c^4 

J J ft 


2 


63 3 


5 


. 4 87 


12 . 


044 


1 


. 00 


22 . 


. 66 


ATOM 


9 4 9 "7 

Z fx Z / 




XjCjVJ 


A 
A 


R4 
-5 J ft 


0 

z • 


I? 0 X 


3 


.144 


13 . 


782 


1 


. 00 


20 . 


. 28 


ATOM 


9 4 9 R 
Z ft Z O 




XjILU 


A 
A 


c;4 
J 3 ft 


•5 

J • 


J 0 0 


R 


.623 


15 . 


027 


1 


. 00 


22 . 


. 16 


ATOM 


9 4 9 Q 
Z fx Z ^ 


om 


T.TTTT 


A 
A 




2 . 


Rl R 
3x0 


9 


. 564 


15 , 


886 




. 00 


18 


/21 


ATOM 


94 n 

Z ft ^ u 


on 9 


LEU 




354 


3 . 


83 7 


7 


.427 


15 . 


,84 7 


1 


. 00 


18 


► 64 


ATOM 
A, X win 


94 "5 1 


JN 


OXjXN 


A 
A 


RR 
J 3 3 




Q74 

j7 / fx 


7 


.189 


10 . 


, 682 


1 


. 00 


25 , 


, 01 


ATOM 
A X w 1*1 


94*5 9 


V^A 


vjxjxn 


A 
A 


•J ^3 




193 


g 


. 385 


9 , 


, 732 


1 


. 00 


24 . 


. 82 


A TOM 
A X wl*l 


94 

Zft o ^ 


0 


(^T .M 


A 
A 


J ^ 3 


X • 


7 Oft 




• v 0 3 


8 . 


, 427 


1 


. 00 


24 . 


, 07 


ATOM 


94 '3 4 
Z ft J fx 


0 


VjXjXN 


A 
A 


7 R R 


X » 




3 


. /ox 


7 ^ 


. 391 


1 


. 00 


23 


. 85 


ATOM 


9 4 T 
Z ft J D 


OR 




A 
A 


7 R R 
J o o 


- n 


X 0 3 


7 


.040 


9 


.44 6 


1 


. 00 


26 


. 02 


ATOM 


9 4 

4^ ft O O 


00 


OT.M 


A 
A 


1=^ R 

^ Zj Zj 


_ 3^ ^ 


104 


7 


.110 


10 , 


. 653 


1 


. 00 


3 1 


. 50 


AT^OM 
A X KJl'l 


4; ft J / 


OTi 


OT .M 


A 
A 


'5 R 

^ o o 


X . 


R9 9 
3 z z 


c 

3 


7 fl 
. / 3 0 


11 


190 




0 0 


37 


. 67 


ATOM 


94 R 


OTTT 
wCjX 


OT .M 


A 
A 






/ J X 


4 


.777 


11 


. 217 


1 


. 00 


4 1 


. 39 


ATOM 


94*5 Q 
^fx J 7 


KfT?9 
XNCiZ 


nT.M 

V7XJIN 


A 
A 


0 ^ 3 


-2 . 


7RR 


5 


, 654 


11 . 


,670 


X 


. 00 


41 


. 86 


A TOM 


944 n 


JN 




A 
A 


■5 


0 ■ 


9 R*^ 
z 03 


0 


9 1 
• z 3 X 


R 


. 4 94 


2^ 


. 00 


24 


. 42 


A TOM 


9441 
<5 fx ft J- 


^A 


nx 0 


A 
A 


J 13 0 


A 

fx • 


X 0 7 


R 

3 


• 7 X 0 


7 ^ 


, 385 


1 


. 00 


22 


. 45 


ATOM 


9 4 4 9 
Z ft ft Z 


0 




A 
A 


1 R 

J J D 


A 

fx . 


3 17 0 


A 
fx 


4 94 
. ft Z fx 


7 


• p u 7 




. 00 


24 


. 4 9 




0 A 4 "3 
Z fi ft J 


\J 


rl J. 0 


A 
A 


"3 

J D 0 


A 

ft . 


A4 R 
Dfi 0 


3 




p 

0 < 


79Q 
■ / z 7 




.00 


24 


. 40 




0 A /I A 


OR 


rlXo 


A 
A 


T A 
J J D 


C 

3 . 


R n 4 

3 U ft 


D 


^;4 ^ 
. 0 ft 3 


7 


R RO 

• 3 3 U 




. 0 0 


18 


. 90 


A T'OM 


9 A A 
ft*k D 


00 


rl X 0 


A 
A 


^ Ij 0 


0 . 


44 9 
ft ft / 


D 


. ft D D 


0 . 


Q7 

► 3 17 / 




. 00 


19 


. 4 1 


X 


9 A A <^ 
Z ft ft 0 


Mm 


rl X 0 


A 
A 


"5 c: 
J o 0 


fZ 


7 R 


7 


2 26 


5 


24 9 




. 0 0 


17 


. 71 


Ax vjiyi 


0 A A T 




U T C 


A 
A 


1 R 
J DO 


■7 


R94 
3Zft 


3 


R 


£Z 
D . 


94 
• Z *x 3 


]_ 


00 

m \J\J 


16 


. 97 




0 A A Q 


OT71 


rlX 0 


A 

A 




1 • 


R Q 
3 3 17 


0 


Q 09 
• 7 V/Z 


A 
ft . 


• ft 3 7 


X 


no 


X3 


. 61 




944 Q 


MT?9 
JMCiZ 


TJT Q 


A 
A 




0 

0 • 


U r 3 


C 
3 


Q AO 
. 7 P V/ 


C 

3 < 


090 
• u z u 


1 


00 


17 


. 38 


ATOM 


0 A c n 

Zft O U 




■DOO 
flsXJ 


A 
A 


0 D / 


A 

fx . 




3 


A1 Q 


0 < 


R44 

. 3ft fx 




00 

, \J\J 


25 


. 58 


ATOM 
AX WJYi 


9 4 1 
Z *± D J. 


OA 
t^A 


OPO 


A 
A 


"5 '7 


A 

ft • 


R'5 fl 
33 0 


Z 


1 70 
. X / V/ 


6 


. 656 




. 0 0 


22 


. 18 


A TOM 
A X KjV'l 


9 4 9 
Z ft D Z 




RRO 


A 
A 


0 c '7 


c: 

3 . 


R 04 
0 U ft 


X 


71 R 
. / X 3 


7 


3 93 


3_ 


. 0 0 


19 


. 11 


A TOM 
A X KJi*l 


9 A "5 
Z ft O J 


0 


RRO 


A 
A 


9 


c 

3 . 


R 9 Q 
0 Z 7 




. Q \J 0 


7 


Q'^ Q 

• 737 




n o 


23 


. 70 


ATOM 

A X Kjiyi 


9 4 <^4 
Z ft D ft 


OR 


T3RO 
IrrCw 


A 
A 




A 

ft . 


R4 9 

3ft Z 


X 


. 711 


5 


. 187 




. 0 0 


23 


. 59 


ATOM 
A X \Ji*l 


9 4 

Z ft O D 


00 


DRO 


A 
A 


•7 


A 

fx • 


QQ7 
zyzyt 


2 


Q4 

. -7 ft 0 


4 


.429 




. 00 


23 


. 68 


ATOM 


9 4 ^ 
Z ft 3 0 


or» 




A 
A 


/ 


A 

fx • 


9 04 

Z l/f* 


A 
fx 


0 9 R 
• u z 3 


c: 
3 


. X 3 0 


X 


00 


24 


. 01 


ATOM 


94 


M 


TVP 


A 
A 


RR 
.3DO 


0 • 


ARR 
0 3 3 


0 
z 


R9'^ 
• 3 z 3 


7 


4 07 
. ft u / 


X 


00 


13 


. 73 


ATOM 
A X kJv'I 


94 


OA 
L.A 


TVP 


A 
A 


.3 D 0 


Q 

0 • 


V D 0 


z 


1 OR 
* X w 0 


Q 


, 086 


]_ 


. 00 


10 


. 20 


ATOM 
AX vjfrl 


9 4 c; Q 
Z ft D l7 


0 


TVP 

X X K. 


A 
A 


.3 3 0 


1 
1 . 


Q91 

17 Z X 


z 


9 OR 
. Z V/ 0 


9 


. 627 




. 00 


15 


. 75 


ATOM 


0 A c n 
Z^ D U 


U 


TVR 


A 
A 


"3 R R 

0 o 0 


Q 

0 . 


•749 
/ ft z 


X 


R O 
. D 3 U 


1 n 

X u 


"3 R 
. 3 0 3 


X 




14 


R 0 


ATOM 


0 A CI 
Zft 0 J. 


OQ 


TVP 

X X K 


A 

A 


"3 R 
3 D 0 


Q 


9 "3 
Z 3 3 


z 


Qf^ 4 
. 27 D ft 


n 
1 


9 9 
. 0 z z 


T 
X 




5 


. 07 


ATOM 


0 A C 0 
Zft DZ 


00 


TVP 
X X K 


A 
A 


1 R R 
J) D 0 


1 n 
X u . 


R"7 9 
Off 


0 
z 


R'^ 9 
. 3 3 Z 


R 


1 fiR 
. X 0 0 


1 
X 


no 


g 


3 0 


A TOM 


0 A £r "5 
z4o J 




i X K 


A 


'SCO 
3 D 0 




9 R T 
z 0 / 


1 
X 


R 9 R 
. 3 Z 0 


/ 


. 3 0 3 


X 


on 


R 
0 


Q4 
. 7 ft 


ATOM 


2464 


CD2 


TYR 


A 


358 


11. 


151 


3 


. 145 


9 


.282 


1 


. 00 


8 


.80 


ATOM 


2465 


CEl 


TYR 


A 


358 


12 . 


534 


1 


.137 


8 


.043 


1 


.00 


9 


.47 


ATOM 


2466 


CE2 


TYR 


A 


358 


12. 


409 


2 


.746 


9 


.773 


1 


.00 


8 


.25 


ATOM 


2467 


CZ 


TYR 


A 


358 


13. 


094 


1 


.735 


9 


.144 


1 


.00 


5 


.06 


ATOM 


2468 


OH 


TYR 


A 


358 


14 . 


339 


1 


.288 


9 


.583 


1 


.00 


4 


.74 


ATOM 


2469 


N 


ILK 


A 


359 


6. 


863 


2 


.889 


10 


.090 


1 


.00 


15 


.98 


ATOM 


2470 


CA 


ILE 


A 


359 


6. 


613 


3 


.122 


11 


.511 


1 


. 00 


16 


.40 


ATOM 


2471 


C 


ILE 


A 


359 


5. 


,243 


2 


.683 


12 


.004 


1 


. 00 


18 


. 15 


ATOM 


2472 


0 


ILE 


A 


359 


5, 


,088 


2 


.415 


13 


.193 


1 


.00 


24 


. 14 


ATOM 


2473 


CB 


ILE 


A 


359 


6. 


, 714 


4 


.649 


11 


.863 


1 


.00 


15 


.03 


ATOM 


2474 


CGI 


ILE 


A 


359 


8. 


, 015 


5 


.245 


11 


.354 


1 


.00 


11 


.94 


ATOM 


2475 


CG2 


ILE 


A 


359 


6. 


.567 


4 


.874 


13 


.352 


1 


.00 


11 


.43 



89/150 



10/501002 



FIG. 2QQ 



ATOM 


2476 


GDI 


ILE 




359 


9 


. 183 


4 . 


972 


12 


.216 


X . 


00 


12 


.83 


ATOM 


2477 


N 


ASN 


A 


360 


4 


. 240 


2 , 


632 


11 


. 136 


X . 


00 


19 


.28 


ATOM 


2478 


CA 


ASN 




3 60 


2 


. 912 


2 . 


249 


XI 


. 601 


X . 


00 


21 


.24 


ATOM 


24 79 




ASN 


A 


3 60 


2 


.808 


0 , 


778 


12 


. 026 


X . 


00 


19 


. 53 


ATOM 


2480 


Q 


ASN 




360 


X 


. 857 


0 . 


391 


12 


. 691 


X . 


00 


21 


. 14 


ATOM 


2481 


CB 


ASN 




360 


1 


. 798 


2 , 


659 


10 


. 602 


X . 


00 


24 


. 74 


ATOM 


2482 


CG 


ASN 




360 


1 


. 63 7 


1 . 


685 


9 


. 438 


X . 


00 


28 


.99 


ATOM 


2483 


ODl 


ASN 




360 


2 


. 619 


1 , 


, 150 


8 


. 913 


X . 


00 


34 


. 08 


ATOM 


2484 


ND2 


ASN 




360 


0 


. 396 


1 . 


,473 


9 


. 016 


X . 


00 


28 


. 15 


ATOM 


2485 


N 


VAT. 




361 


3 


. 805 


- 0 . 


, 033 


11 


.702 


X . 


00 


18 


. 76 


ATOM 


2486 


CA 


VAL 




361 


3 


. 753 


- 1 , 


, 434 


12 


. 112 


X . 


00 


23 


. 04 


ATOM 


24 8 7 


Q 


VAT. 




361 


3 


. 727 


- 1 . 


557 


13 


. 641 


X . 


00 


26 


.35 


ATOM 


248 8 


Q 


VAXi 




361 


3 


. 186 


- 2 . 


, 523 


14 


.171 


X . 


00 


29 


. 64 


ATOM 


2489 


CB 


VAL 




361 


4 


. 954 


- 2 . 


258 


11 


. 594 


. 1 . 


00 


19 


. 01 


ATOM 


2490 


CGI 


VAL 




3 61 


5 


. 002 


-2 . 


, 250 


10 


. 067 


X . 


00 


20 


. 77 


ATOM 


2491 


CG2 


VAL 




361 


5 


. 240 


-1 , 


, 751 


12 


.205 


X , 


00 


18 


. 11 


ATOM 


2492 


N 


TRP 




362 


4 


. 279 


- 0 , 


, 561 


14 


. 342 


X , 


00 


28 


. 15 


ATOM 


2493 


CA 


TRP 




362 


4 


. 333 


-0 , 


, 541 


15 


. 811 


X . 


00 


24 


. 02 


ATOM 


24 94 




TRP 


A 


362 


3 


. 253 


0 . 


, 314 


16 


.44 0 


X . 


00 


22 


. 25 


ATOM 


24 95 




TRP 




362 


3 


. 133 


0 . 


. 3 52 


17 


.650 


X . 


00 


28 


. 38 


21 TOM 


^ 'x 17 O 




TRP 




362 


5 


. 64 3 


0 . 


060 


16 


. 272 


X . 


00 


19 


. 04 


ATOM 


^ *i J? / 




TRP 




362 


5 


.8 05 


- 0 , 


.610 


15 


. 778 


X . 


00 


19 


. 63 


ATOM 


24 98 


CDl 


TRP 




362 


7 


. 701 


- 0 . 


. 128 


14 


. 872 


X . 


00 


21 


. 93 


ATOM 




CD2 


TRP 




362 


7 


. 343 


- 1 , 


, 829 


16 


. 281 


1 . 


00 


21 


. 65 


ATOM 




NEl 


TRP 


A 


362 


3 


. 790 


-0 , 


. 961 


14 


. 801 


X , 


00 


21 


. 62 


ATOM 


2501 


CE2 


TRP 




362 


g 


. 597 


-2 . 


. 014 


15 


. 659 


X . 


00 


22 


.35 


ATOM 


2502 


CE3 


TRP 




362 


g 


. 900 


-2 . 


. 769 


17 


. 206 


X . 


00 


20 


. 16 


ATOM 


2 503 


CZ2 


TRP 




3 62 


9 


.416 


-3 . 


. 113 


15 


. 957 


X . 


00 


20 


. 95 


ATOM 


2 504 


CZ3 


TRP 


A 


362 


7 


.706 


- 3 . 


. 841 


17 


. 4 98 


X . 


00 


16 


. 39 


ATOM 




CH2 


TRP 


A 


3 62 


s 


. 94 9 


-4 


. 010 


16 


.880 


X . 


00 


15 


. 82 


ATOM 


2506 


N 


TYR 




363 


2 


.479 


X . 


. 003 


15 


. 627 


1 . 


00 


22 


. 86 


ATOM 


2507 




TYR 




363 


1 


. 453 


X . 


. 910 


16 


. 095 


X . 


00 


24 


. 69 


ATOM 


950R 




TYR 




363 


0 


. 492 


X , 


. 297 


17 


. 097 


X . 


00 


28 


. 12 


ATOM 


2509 


0 


TYR 




363 


0 


. 109 


0 . 


. 134 


16 


. 954 


X . 


00 


30 


. 75 


ATOM 


2510 


CB 


TYR 


A 


363 


0 


. 704 


2 . 


. 489 


14 


. 892 


X . 


00 


26 


. 24 


ATOM 


2511 


CG 


TYR 




363 


- 0 


. 318 


3 . 


. 529 


15 


. 234 


X . 


00 


26 


. 14 


ATOM 


2 512 


CDl 


TYR 




3 63 


- 1 


. 64 7 


3 


. 188 


15 


. 408 


X . 


00 


26 


. 69 


ATOM 


2 513 


CD 2 


TYR 




3 63 


0 


, 04 3 


4 


. 856 


15 


.4 05 


X . 


00 


28 


. 71 


ATOM 


^ 3 X *x 




TYR 




J o o 


_ 2 


. 579 


4 


. 129 


15 


. 74 0 


X . 


00 


27 


. 93 


ATOM 


2515 


CE2 


TYR 




363 


- 0 


. 898 


5 


.809 


15 


. 744 


X . 


, 00 


26 


.78 


ATOM 


^ 3 X o 




TVP 
X XXv 


A 




_ o 


• X 7 O 


c 

^ 1 




1 5 

X ^ 


. 905 


X . 


00 


25 


. 74 


ATOM 


9 517 

^ 3 X. / 


OP 


TVP 


A 


J O J 




1 51 


fi 

o < 




16 


. 2 13 


X . 


, 00 


33 


. 01 


ATOM 


9 51 n 

^ 3 J. o 


IN 


AQP 


A 




0 


. 072 


2 


. 115 


18 


. 074 


X . 


, 00 


28 


. 98 


ATOM 


9 51 Q 

^ O J- J7 


OA 


AQP 


a 


.J O ^ 


- n 


• O O 1 


X 


7X8 


19 


. 152 


X . 


00 


26 


.46 


ATOM 


9 59 0 

^ ^ U 


c 


ASP 




fid. 
J O 1 


- 1 


. 577 


2 


. 952 


19 


. 654 


1 . 


. 00 


26 


. 25 


ATOM 


2 521 




ASP 




364 


- 0 


. 975 


3 


. 880 


2 0 


. 160 


X , 


00 


29 


. 14 


ATOM 


9 R9 9 




A QP 


A 


fid. 


- n 


m Q 

. V X 7 




> ^ O 7 


9 0 


. 2 95 


1 . 


00 


24 


. 81 


ATOM 


2523 


CG 


ASP 


A 


364 


-0 


.881 


0 


. 569 


21 


.439 


1, 


, 00 


27 


.58 


ATOM 


2524 


ODl 


ASP 


A 


364 


-2 


. 074 


0 


.932 


21 


.541 


1. 


.00 


28 


.14 


ATOM 


2525 


OD2 


ASP 


A 


364 


-0 


.355 


-0 


.201 


22 


.268 


1. 


.00 


34 


.84 


ATOM 


2526 


N 


PRO 


A 


365 


-2 


.897 


2 


.968 


19 


.534 


1. 


.00 


25 


.78 


ATOM 


2527 


CA 


PRO 


A 


365 


-3 


.661 


4 


.119 


20 


.000 


1. 


.00 


28 


.64 


ATOM 


2528 


C 


PRO 


A 


365 


-3 


,331 


4 


.580 


21 


.408 


1. 


. 00 


30 


.94 


ATOM 


2529 


0 


PRO 


A 


365 


-2 


. 838 


5 


.690 


21 


.581 


1. 


. 00 


33 


.56 


ATOM 


2530 


CB 


PRO 


A 


365 


-5 


.098 


3 


. 641 


19 


.849 


1. 


. 00 


27 


.83 


ATOM 


2531 


CG 


PRO 


A 


365 


-5 


.014 


2 


.875 


18 


.555 


1, 


. 00 


27 


.49 


ATOM 


2532 


CD 


PRO 


A 


365 


-3 


.752 


2 


. 049 


18 


. 773 


1 . 


. 00 


28 


.07 


ATOM 


2533 


N 


ALA 


A 


366 


-3 


.539 


3 


.725 


22 


.406 


1. 


.00 


33 


.50 


ATOM 


2534 


CA 


ALA 


A 


366 


-3 


.254 


4 


.086 


23 


.802 


1. 


.00 


34 


.17 



90/150 



10/501002 



FIG. 2RR 









ALA 




366 


- 1 . 


828 


4 . 


. 610 


23 . 


. 995 


1 . 


00 


34 ■ 


. 01 


a TOM 


^ 3 3 D 


o 


ALA 




366 


-1 , 


583 


5 . 


, 519 


24 . 


. 792 


1 . 


00 


33 . 


. 18 


ATOM 






ALA 




366 


-3 . 


490 


2 , 


. 885 


24 , 


.701 


1 . 


00 


38 , 


. 15 


ATOM 


9 R R 
^ O J o 


N 


GLU 




367 


- 0 , 


913 


4 , 


. 046 


23 . 


. 215 


1 . 


00 


34 


. 87 


ATOM 


9 R Q 
^ D J 7 


PA 


f3T.TT 

\JXj\J 






0 . 


508 


4 . 


. 384 


23 . 


. 223 


1 . 


00 


35 


. 12 


ATOM 


^ U 


c 


\JXJ\J 






0 . 


799 


5 . 


. 663 


22 , 


.429 


1 . 


00 


36 


. 01 


A TOM 


^ 3rt ^ 


o 


ni.TT 

\JXJ\J 




367 


\ ^ 


846 


6 . 


, 286 


22 , 


. 597 


1 . 


00 


34 


. 03 


ATOM 






\jxjkj 




367 


1 , 


283 


3 . 


, 229 


22 . 


. 607 


1 . 


00 


36 


. 74 


ATOM 
n X 




PR 


f5T.TT 

\3XJ\J 


A 


367 


2 . 


622 


2 . 


. 921 


23 . 


. 231 


1 . 


00 


37 


.45 


ATOM 




pn 


GLU 




o o / 


3 . 


323 


1 ^ 


. 742 


22 . 


. 543 


1 , 


00 


37 


. 93 


ATOM 


^ 0 1 O 


OP'I 
\J Hi X 






3 67 


3 , 


056 


1 , 


. 476 


21 . 


. 340 


1 , 


00 


34 


.38 


ATOM 


^ 3 'z O 


OP 9 


riT.TT 




3 67 


4 , 


14 8 


1 


. 082 


23 


. 206 


1 . 


00 


38 


. 70 


A TOM 




N 


VAL 


p^ 


3 6 8 


- 0 . 


136 


6 , 


. 058 


21 


. 572 


1 . 


00 


37 


. 78 


A TOM 


9 ft 


PA 


VAL 


p^ 


3 6 8 


0 . 


034 


7 


. 262 


20 


. 774 


1 , 


00 


38 


. 83 


ATOM 


9 «^ d. Q 




VAT. 


A 


.3 O O 


-0 . 


925 


8 


. 387 


21 


. 186 


1 . 


00 


39 


. 06 


A TOM 




r\ 
\J 


VAT. 


A 


^ o o 


- 0 . 


473 


9 


. 434 


21 


. 642 


1 . 


00 


41 


. 85 


A TOM 


9 1 


PR 


VAT. 


A 


J o o 


- 0 . 


076 


6 


, 978 


19 


. 243 


1 . 


00 


37 


, 06 


ATOM 


9 R 9 


pm 


VAL 


P^ 


368 


- 0 . 


058 


8 


. 277 


18 


.463 


1 . 


00 


37 


.21 


A TOM 


9 c; "3 
:Z 3 3 ^ 




V.nJ_i 


A 


"3 ft 

.3 O O 


1 

X • 


072 


6 


.123 


18 


.786 


1 ^ 


0 0 


35 


. 19 


A TOM 


9 R 4 


VT 
IN 


nT .TT 


A 
/A. 


"3 Q 

J D 17 


- 2 . 


97 7 


3 


. 197 


21 


. Oil 


1 . 


00 


40 


. 22 


a TOM 


9 c c 


PA 
V-A 


OT JT 


A 
t\ 


"3 Q 
J D ^ 




195 


9 


.241 


21 


. 377 


1 . 


00 


42 


. 42 


ZVTOM 


9 ^ 




OUT 


A 
/-V 


6Q 
J D J? 




801 


9 


. 073 


22 


, 753 


1 , 


00 


42 


. 83 


ATOM 


9 c; t^ 




OT.TT 


A 
t\ 


J o 


- 4 . 


960 


s 


. 673 


22 


. 915 


1 . 


00 


42 


. 26 


A TOM 


9 R P 
Z 3 3 o 


P"R 


OT.TT 


A 


J O 7 


-4 . 


294 


9 


.438 


20 


. 319 


1 , 


00 


44 


. 75 


a TOM 


9 R Q 
Z 33Z7 






A 
A 


J O 7 


3 • 


ni A, 

U X ^ 


o 
o 


. 180 


19 


. 855 




00 


45 


. 12 


A TOM 


Z 3 O V 


PD 


RT.TT 


p^ 


J w 7 


- 4 . 


43 9 


7 


. 620 


18 


. 561 


1 . 


00 


46 


.29 


A TOM 


9 c; T 
Z 3 O J. 




OT.TT 


A 


.3 O 7 


_ 3 ^ 


313 


3 


.031 


18 


. 196 


1 , 


00 


44 


.38 


ATOM 


9 c; 9 
Z 3 O Z 


OTr9 


OT .TT 


A 
/\ 


J O 17 


_ c 

3 . 


115 


5 


774 


17 


. 922 


1 . 


00 


44 


. 3 9 


A TOM 


9 «^ 

Z 3 O J 


IN 


AT A 


A 
/t. 




- 7 

.3 • 


013 


9 


. 4 94 


23 


. 731 


1 , 


00 


44 


. 29 


A TOM 


Z 3 O ^ 


PA 


A T .A 


A 


7 7 n 


- 7 


7 7ft 


9 


4 2 0 


25 


. 126 


3_ . 


00 


45 


. 80 


ATOM 


9 R 

Z D O 3 




AT .A 


A 
A 


7 n 




7 1 
O X o 


1 0 


. 812 


25 


.750 


1 , 


00 


46 


. 17 


A TOM 


9 RC ^ 
Z 3 O D 




AT. A 


A 


770 


- 2 . 


4 72 




.63 9 


25 


. 373 


1 . 


00 


44 


.23 


A TOM 


Z 3 O / 


PR 


AT. A 
AIjA 


A 
A 




- 2 . 


47 0 


o 
o 


. 464 


25 


.860 


1 . 


00 


47 


. 56 


A TOM 


Z 3 O O 


1ST 


DRO 


A 
A 


71 


-4 . 


974 


11 


. 086 


26 


. 695 


1 . 


. 00 


47 


. 08 


ATOM 


9 R <^ Q 
Z 3 D J7 


PA 


PRO 


A 


71 


-4 . 


333 


12 


. 370 


27 


. 412 


1 , 


, 00 


47 


. 97 


A T/^M 

i\x\Jv^ 


9 R T A 
Z 3 / U 


V— 


DRO 


A 
A 


71 


_ 7 


001 

' V V X 


1 9 

X ^ 


. 746 


28 


. 091 


\ , 


00 


47 


. 33 


A TOM 


9 R*? 1 

Z 3 / J. 




DRO 


p^ 


7 71 

O / X 


- 2 . 


3 0 8 


1 1 


. 887 


28 


. 651 


X . 


00 


48 


. 84 


A TOM 


9 R T 9 


PR 


DRO 


A 


.3 / X 


- 5 . 


44 6 


12 


0 91 


28 


.438 


1 . 


00 


47 


. 4 7 


A TOM 


9 c: "7 
Z 3 / J 


PO 


DRO 




J / X 


- 6 


343 


1 1 


.117 


27 


. 7 04 


X . 


00 


46 


. 69 


ATOM 


9 RTd. 
Z 3 / rx 


pr» 


DRO 


A 
A 


7 1 

-3 / X 


3 ■ 


719 

> O X ^ 


1 n 

X V 


.173 


27 


, 119 


X . 


, 00 


46 


. 13 


A TOM 


9 R"? R 
Z 3 / 3 


M 
IN 


DRO 


A 
A 


'5 79 


_ 9 


> 3 O ^ 


1 4 

X *x 


.030 


27 


. 959 


X . 


, 00 


44 


. 53 


aTOlUI 
AxKJn 


Z 3 / D 


PA 
^A 


RRO 


A 
A 


"5 79 


X ■ 


7 1; 1 

> ^ 3 X 


1 4 
X *x 


• 3 Q U 


98 


.33/ 


X , 


, 00 


43 


. 72 


A TOM 


9 R T "7 
Z 3 / / 


V— 


DRO 


A 

t\ 


7 79 


_ 1 

X • 


24 7 


14 


. 823 


30 


. 092 


X . 


. 00 


43 


. 15 


AivJIrl 


9 R "7 Q 
Z 3 / O 


f\ 
\J 


DDO 


A 

A 


7 7 9 




7 Q9 


1 4 

X *± 


9 9 ^ 

. ^ ^ 3 


70 


755 


X . 


. 00 


38 


.33 


A T'OM 

AiUIVl 


O C T Q 






A 

A 


7 "7 9 


X , 


n n 
, u o u 


1 R 
X 3 


ft o 

. O VJ 3 


97 


. O 17^ 


X . 


00 


42 


. 06 


A T'/^M 

Ai<Jri 


o c Q n 

Z 30 U 






A 

A 


7^9 


- 9 


4 1ft 

. ft X O 


1 

X O 


1 Qft 

. X j7 O 


27 


.182 


X . 


00 


43 


. 54 




O C Q T 
Z 3 O X 






A 

A 


7 T 9 


J ■ 


n7 1 

. U .3 X 


1 4 
X *± 


ft 74 


9 


ft 44 


X 


00 


4 1 


. 44 


ATOM 


2582 


N 


PRO 


A 


373 


-2 . 


. 124 


15 


.680 


30 


.688 


1 , 


. 00 


45 


.40 


ATOM 


2583 


CA 


PRO 


A 


373 


-1, 


.991 


15 


.905 


32 


.142 


1. 


. 00 


48 


.11 


ATOM 


2584 


C 


PRO 


A 


373 


-2. 


.838 


14 


.972 


33 


.035 


1. 


.00 


48 


.84 


ATOM 


2585 


O 


PRO 


A 


373 


-3. 


.957 


15 


.358 


33 


.472 


1. 


.00 


47 


.99 


ATOM 


2586 


CB 


PRO 


A 


373 


~2. 


.406 


17 


.394 


32 


.305 


1. 


.00 


48 


.09 


ATOM 


2587 


CG 


PRO 


A 


373 


-2 , 


. 950 


17 


.835 


30 


. 926 


1 . 


. 00 


45 


.71 


ATOM 


2588 


CD 


PRO 


A 


373 


-3 . 


.203 


16 


. 528 


30 


, 171 


1. 


. 00 


46 


.49 


ATOM 


2589 


N 


ALA 


A 


379 


5, 


.622 


28 


,512 


36 


. 170 


1 , 


. 00 


42 


.15 


ATOM 


2590 


CA 


ALA 


A 


379 


4 , 


.671 


27 


. 944 


35 


.176 


1 , 


. 00 


45 


..12 


ATOM 


2591 


C 


ALA 


A 


379 


5 


. 052 


28 


.375 


33 


. 747 


1 , 


. 00 


47 


.76 


ATOM 


2592 


O 


ALA 


A 


379 


5 


.397 


27 


.528 


32 


.908 


1, 


.00 


47 


.42 


ATOM 


2593 


CB 


ALA 


A 


379 


3 


.230 


28 


.364 


35 


.511 


1, 


.00 


42 


.23 



91/150 



10/501002 



FIG. 2SS 



ZVTTiM 




NT 
IM 


T.TTTT 


A 


J o u 


c: 

3 • 


w X ^ 




.690 


33 . 


494 


1 


, 00 


48 . 


, 53 




O «^ Q c: 

3 J7 3 






A 


J o u 


c 

3 • 


0 *± 0 




. 273 


32 . 


190 


1 


. 00 


46 , 


, 22 


/\ 1 \Jl*l 


9 c: Q 
^ D 7 D 


o 




A 


ft n 

J> o u 


0 • 


0 0 X 




. 312 


32 . 


04 6 


1 


. 00 


48 , 


02 


A •POM 


9 c: Q -7 


o 




A 
r\ 


o o u 


7 ^ 


522 


3 1 


. 13 8 


32 . 


662 


1 


. 00 


47 . 


, 82 


/\ JL VJl^l 


9 Q Q 
Z O i7 O 




T .RTT 


A 


ft O 
J o u 


4 ^ 


/OX 


3 1 


.68 5 


32 . 


081 


1 


. 00 


43 . 


. 91 


n X wi*l 


Z 3 27 7 






A 
i\ 




-3 

0 • 


^ «/ ^ 


31 


. 846 


31 . 


837 


1 


. 00 


41 . 


.45 


ATOM 


Z DU U 




T.TTTT 


A 


J o u 


^ • 


R CIO 
0 s ^ 


^ X ' 


. 153 


30 . 


529 


1 


, 00 


43 . 


. 02 


TV TOM 


^ O U ± 




T.TTTT 


A 

e\ 


.3 O V 


z • 


^ D^ 


.3 X 


. 288 


32 . 


988 


1 


, 00 


37 , 


, 93 


A TOM 


4& O U ^ 


IN 




A 


J O X 


7 ^ 


398 


29 


.437 


31 . 


194 


1 


. 00 


51 , 


, 88 


ATOM 


Z D U J 






A 


"7 ft 1 

O O X 


0 

0 • 


0^0 


2 9 


317 


31 . 


012 


1 


. 00 


53 . 


. 94 


ATOM 


n n 4 
Z O U rt 


o 




A 


ft 1 

O O X 


Q 


53 8 


2 9 


.92 9 


2 9 . 


77 0 




. 00 


54 . 


. 51 


ATOM 


Q n c; 
Z O U 3 


o 




A 


ft 1 

J O X 


X • 


U X 


2 9 


.214 


2 8 . 


8 92 


1 


. 00 


53 . 


. 90 


ATOM 


Z O u o 




A QP 


A 

n. 


ft 1 

O O X 


Q 


2 63 


2 7 


.83 9 


31 . 


152 


1 


; 00 


57 . 


. 15 


ATOM 


o c n "7 

Z D U / 




A QD 


A 


ft 1 

«j O X 


0 

0 • 


52 0 


2 7 


.10 9 


32 . 


277 


1 


. 00 


58 . 


. 25 


ATOM 


o c n fj 
z o u o 




A QD 
Aof 


A 


ft 1 
O O X 


Q 

0 • 




^ / 


• *x 3 3 




4 64 


1 


. 00 


61 . 


. 41 


ATOM 


o £ n o 
z b U 7 


L/iJz 


AQD 

Aoir 


A 
A 


•5 R 1 
^ O X 


/ • 




9 C 
Z D 


1 77 
. X / / 


J X • 


Q74 




. 00 


54 


. 54 


ATOM 


z b ± U 


TVT 
Vi 


AT A 


A 

A 


•3 H O 
J OZ 


Q 


b X 0 


^3 1 
J X 


9 R4 

. Z 3f± 


9 Q 
z 7 • 


747 

p / ft / 




. 00 


54 


. 88 


A TOM 


z b ± X 


L.A 


AT A 


A 


"3 ft 
O O Z 


XV/. 


z 0 7 


"3 9 
J z 




28 , 


,702 




. 00 


53 


.46 


ATOM 


Z O X z 


o 


AT A 


A 


"3 ft 0 
J O Z 


X \J . 


"3 "3 
J ^ 0 


"3 7 


4 "3 4 
. *± J *± 


2 9 


3 82 




. 00 


54 


. 54 


A TOAA 


z o± J 


o 


ATA 
AJ_iA 


A 

A 


"3 ft 'J 
O O Z 


X u . 


9 R 7 
z 0 / 


■3 4 
J ft 


. 3 X \J 


9 ft 
^ 0 > 


7 




. 00 


53 


. 71 


A TOM 


Z b -L 4 


Ota 


ATA 
AXiA 


A 

A 


1 ft O 
O O Z 


Q 


4 n 

fi U D 


"3 9 
0 Z 


n ft 4 

. U 0 fi 


9 7 


4 R Q 

, *± J I? 


T 
X 


n n 




. 53 


A T^MVA 


z bXb 


JNJ 


A DO 


A 

A 


"a Q *3 

J O J 


X u . 


ART 
ft 0 X 


"3 "3 


'3 "3 1 
. 3 0 X 


"3 n 


7 n n 


T 
X 


n n 

. u u 


9 


. 53 


ATOM 


Zb J-b 


L^A 


AOO 


A 

A 


R'^ 
O O J 


X u * 


m R 

P X 0 


"3 4 
J fx 


4 04 
. fi Ufi 


"3 1 

.3 X . 


. D / 


]_ 


. 00 


48 


. 12 


A TOM 


zb± / 


o 


A DO 


A 

A 


Rl 
J O J 


XX. 


R^R 

0 b 0 


"3 R 
J P 


Oft ft 

• V 0 0 


"3 1 

J X • 


R Q R 


1 
X 


no 

m \J\J 


4S 


. 65 


A TOIUI 


z b ± o 


o 


ADO 


A 

A 


R 


xz . 


RT "7 
OX/ 


"3 4 

J fr 


Rfi7 


J X I 


1 7 ^ 

> X .9 3 


1 

X 


00 


47 

Tt 0 1 


. 32 


A T/^HA 


z biy 


OD 


ADO 
AKVj 


A 

A 


'i.Q.'i. 


xu . 


U J / 


"3 "3 
J J 


7R4 
• / Ofi 


•39 
P z < 


. 7 7 X 


n 

X 


00 


4R 
ft 0 


. X 3 


A TOM 
A J-UIVl 


z oz u 


OO 


ADr* 

AKVj 


A 


"3 R 1 
J O J 


Xw . 




"3 9 
«> z 


4 ^"3 
. fx 3 ..3 


■3 "3 


7 n n 

> ..7 u u 




. 00 


47 


. 01 


A TOAA 


O C O T 
Z OZ X 




AD^ 


A 


"3 ft "3 
J O J 


Q 


ft Q 7 
0 / 


"3 1 
J X 


4 Q «^ 
. fi I? ^ 


74 


,0 99 


]^ 


0 0 


45 


. 98 


ATOM 


Z O z z 


IM III 




A 

e\ 


"3 ft "3 
O O J 


q 


"3 R 1 
J 0 X 


"3 9 
J z 


.14 5 


3 5 


2 94 


1 


. 00 


46 


. 34 


ATOM 
Al UJYl 


z bz J 




Apr* 


A 

I\ 


"3 ft "3 
O O J 


0 

0 . 


9 "7 1 
Z / X 


"3 1 
0 X 


7 Q ^ 




Q7 R 
. y 0 ZJ 


2_ 


. 00 


4 5 


. 23 


A THM 


z b z 1 


JNnX 




A 


"3 ft '3 


7 ^ 


^ J X 


1 0 


. 776 


35 


. 516 


1 


. 00 


46 


. 97 


ATOM 


•5 O 
Z bZ 3 


INrlZ 




A 


"3 R "3 
D .3 


/ • 


0 0 


"3 9 
J z 


m 7 

• ^ X / 


.9 V 1 


■ 7 V 7 


1 


00 


45 


. 75 


ATOM 


z bz b 


XT 


CZJ TT 


A 
A 


"3 Rd. 


X X « 


QnR 


"3 ^ 


Q'3 7 




Q7P 
i 7 .J ^ 




. 00 


43 


. 92 


ATOM 
AlVJlYl 


z bZ / 


V..A 


i^T.TT 
VjXiU 


A 
A 


"3 R A 
O O ft 


1 "3 
xo • 


> X u z 


•3fi 


• 0 0 0 




7 *57 




. 00 


41 


. 03 


ATOM 


z bZ o 


o 




A 


'3 R /I 

J O *i 


13 


1 "3 ^ 
X J ^ 


J Q 


. 0 0 ^ 


34 


. 895 


1 


. 00 


38 


. 4 1 


ATOM 
Ai VJIYI 


0 ^ O Q 

z o z ^ 


o 


(^T .TT 


A 


■3 ft 4 
0 0 *± 


1 9 
X ^ . 


1 4 R 
X *x 0 


"3 7 


.3 06 


3 5 


. 505 


1 


. 00 


34 


. 88 


A TOM 
A 1 UJYl 


Z b J U 


Co 


r2T TT 


A 
>\ 


"3 ft 4 


1 "3 
X 0 . 


1 n 9 

. X u z 


"3 ft 


n ft n 

. \j 0 yj 


7 9 
0 z 


. 742 




. 00 


4 5 


. 4 8 


ATOM 
Ai UIYl 


Z DO X 




r*i TT 


A 
i\ 


"3 ft 4 
J 0 *± 


1 9 
X z . 


'7R "3 


'3 ft 


1 '34 


7 1 

J X 


9 R7 




. 00 


49 


. 7 0 


ATOM 
A i. UJYl 


O C "3 O 
Z b ^ Z 




OT TT 


A 

r\ 


"3 ft A 


1 9 
X z . 


4 n "3 

. ft U J 


"3 Q 


^ "3 ^ 

. 3 Z3 


7 n 


7fl R 
• / 0 


3^ 


00 


50 


. 64 


ATOM 


Z b J J 


OTTT 


OT TT 


A 
A 


'3 R A 
J 0 


X X • 


1 f p 0 


4 fl 

fx V 


9 7Q 

• Z / 7 


7 1 

J X 


• 00/ 




. 00 


47 


. 57 


A TOM 

ATOM 


Zb J4 


UCiZ 


^T TT 


A 

A 


^ Q >1 
J o4 


xz • 


, /4b 


"3 Q 
J 7 


R 74 
. 0 / ft 


9 Q 

Z 7 < 


9 S^ 
. OZP 


X 


no 


c;7 


0 9 


ATOM 


Zb Jo 


N 


rlXb 


A 

A 


0 C 
J 03 


X4 . 


, Z / J 


"3 a 

J b 


. PZX 


7 

P P 


R04 
. PUft 


X 


00 


74 
J ft 


4 


ATOM 


Zb J b 


OA 

L,A 


LIT O 

HXo 


A 

A 


"3 Q C 
OOP 


1 A 
Xft . 


4 C R 
r fl b 0 


•3 C 

J b 


^44 
. b f» ft 


7 

P b 


. 7PU 


X 


00 


70 


9R 
. ^ 0 


ATOM 


2 63 7 


c 


HIS 


A 


3 85 


Xb . 


Q "3 T 

, y J X 


J b 


. b 0 J 


"3 T 
J / 


OCT 

. Z b X 


X 


. u u 


9R 

z 0 


. 13 ft 


ATOM 


O C "3 Q 

z b J O 


\J 


rlX o 


A 

A 


Q Q C 
J 0 D 


X b . 


T "7 ^ 


"3 C 

0 b 


"3 9 
. ^ z 0 


7 


4 4 

. fi fi 3 


1 
X 


on 


24 


QO 


ATOM 


263 9 


CB 


HIS 


A 

A 


"3 Q C 

Job 


X J , 


Q T '7 

. y X / 


"3 

J p 


. 4 P4 


7 7 
J / 


7 7 7 
. / P / 


X 


0 0 


9 7 
z / 


0 7 


ATOM 


264 0 


CG 


HIS 


A 


3 85 


X z . 


y1 C T 


•3 c 
J p 


. Z X X 


J / 


. pbP 


X 


0 n 


9 <^ 
z b 


ft 1 
.ox 


ATOM 


2641 


NDl 


HIS 


A 


385 


11 . 


, 504 


35 


.855 


38 


.314 


1 


. 00 


27 


.05 


ATOM 


2642 


CD2 


HIS 


A 


385 


11 . 


,790 


34 


.342 


36 


.766 


1 


.00 


28 


.23 


ATOM 


2643 


CEl 


HIS 


A 


385 


10, 


.304 


35 


.396 


37 


.990 


1 


.00 


31 


.75 


ATOM 


2644 


NE2 


HIS 


A 


385 


10. 


.452 


34 


.475 


37 


.053 


1 


.00 


30 


.36 


ATOM 


2645 


N 


THR 


A 


386 


16. 


.226 


37 


.132 


38 


.468 


1 


.00 


32 


.82 


ATOM 


2646 


CA 


THR 


A 


386 


17 . 


. 602 


37 


.177 


38 


.935 


1 


.00 


35 


.29 


ATOM 


2647 


C 


THR 


A 


386 


17 . 


. 958 


35 


.861 


39 


.623 


1 


.00 


33 


.04 


ATOM 


2648 


O 


THR 


A 


386 


17. 


. 071 


35 


.101 


40 


. 016 


1 


. 00 


30 


.47 


ATOM 


2649 


CB 


THR 


A 


386 


17 , 


. 880 


38 


.345 


39 


.907 


1 


. 00 


37 


.45 


ATOM 


2650 


OGl 


THR 


A 


386 


19 , 


.164 


38 


.132 


40 


.515 


1 


. 00 


43 


. 91 


ATOM 


2651 


CG2 


THR 


A 


386 


16, 


.801 


38 


.441 


40 


.989 


1 


.00 


36 


.33 


ATOM 


2652 


N 


ILE 


A 


387 


19. 


.257 


35 


.644 


39 


.823 


1 


.00 


31 


.86 



92/150 



FIG. 2TT 



7\ rrt/~\JUI 


O C "3 

^ b D J 


. ^A 


TT IT 


A 

A 


"5 P "7 


1 Q 


1 1 o 


74 
J *± . 


4 *7 1 

ft Z X 


ft u . 


A 9*5 

> ft Z J 


1 

X • 


00 


J J • 


58 


AiUIrl 


O £r C y1 


/-« 


TT C 


A 

A 


"J Q "7 
JO/ 


1 Q 


J U V 


7 A 
J ft . 


n ft 
u o o 


A 1 

fi X . 


ft 7 n 
> O J V 


X • 


00 


J J . 


3 7 


ATOM 


2 655 


O 


ILE 


A 

A 


"3 Q "7 

Jo/ 


X y . 


4 O X 


7 7 
J Z . 


Q 7 7 

y J z 


A 7 
ft Z , 


7 ft 
> Z O D 


T 

X . 


0 n 


7 1 

J X . 


Q9 
_? z 


TV rpz-NW 


o ^ c ^ 
2 b DO 


Co 


T T I? 


A 

A 


"a Q T 

JO/ 


Z X . 


J X 3 


7 A 
J ft . 


7 Q 7 

J y J 


A n 

ft u . 


7 ft ft 
. J O O 


X « 


n n 


7 R 

J D . 


o o 


ATOM 


2657 






TV 

A 


O Q T 
JO/ 


Z X . 


Q A 7 
y U J 


7 

J D . 


il ft 7 
ft o / 


A 1 

ft X . 


O ft 
.ZOO 


T 

X . 


n n 


"7 7 
J J . 


1 ft 

X o 


AiUlVl 


o c c o 


UVj2 


TT T7 


A 

A 


Q Q "7 
JO/ 


Z X . 


•7 O Q 

/ o y 


Jft . 


c; 7 

D J D 


7 ft 

J O . 


Q A O 
• 7ft U 


1 

X • 


00 


J 3 . 


QO 


AiOIVI 


O £ c o 




TT T? 


A 

A 


fl "7 
JO / 


z J . 


rfc XZ 


J D • 


ft u o 


A T 

ft X 1 


A 9A 

. ft Zft 


1 

X • 


00 


9Q 

Z 7 • 


75 


AiUM 


o c £r A 


JM 


^T TT 


A 

A 


fi Q 
J O O 


xo . 


> /DO 


7 

J D ■ 


n A Q 

U fi 7 


A 9 

ft z . 


c^A 


n 

X • 


00 


J J • 


15 


TV fi/^M 

AlvJM 


o "1 


L,A 


/*^T TT 


A 

A 


^ Q Q 
J O O 


1 Q 
Xo . 


> Zrz / 


7 A 
Jfl . 


1 Of* 


A7 

ft J . 


ft 77 
. O / J 


1 

X • 


OO 


T 0 

J V/ • 


07 


AT. OM 


o ^ ^ o 




/^T TT 


A 

A 


O Q Q 
J O O 


Xo . 


/DO 


7 A 
J ft . 


Q7 

D y J 


A 7 
ft J 


"7 A A 
. / fifi 


X , 


on 


9 ft 
z o . 


1 8 


ATOM 


2 DO J 


o 


/■•T TT 


TV 

A 


'a o Q 
J o o 


X o . 


XZ 4 


7 7 
J J . 


Q Q 

o / y 


A A 
ft ft 


c: 1 ft 

. D X O 


X . 


n n 


9 C 
z o • 


9 c; 

. z za 


AiUM 


O /I 


Ota 


/^T TT 


A 

A 


n Q 
J o o 


X o . 


c: n 
D 3 u 


7 

J D . 


ft 

O J? / 


A A 
ft ft 


ft 9 ft 
. o z o 




00 


3 5 . 


56 


ATOM 






TT 


A 

A 


Q Q Q 

J o o 


OA 


X / ft 


7 c; 

J D . 


Q 1 1 

J X X 


A 

ft D 


n 7 

. U D J 


T 

X . 


n n 


A 9 

fx Z . 


1 0 


ATOM 


c c c 


CD 


/^T TT 


A 

A 


'3 Q Q 
J O O 


O A 


7 Q 

/ D y 


7 A 
J f± . 


D X U 


A ^ 
ft 3 


7 9 Q 
. J Z !7 


X . 


no 


A 

fx O . 




ATOM 




Ucil 


/^T TT 
VjijU 


A 

A 


Q Q Q 
J OO 


O A 


7 Q A 
. J O U 


7 7 
J J . 


Q A n 

. yuu 


A ^ 

ft b 


7 Rft 
. J Do 


X • 


nn 


A Q 

ft 7 • 


> D / 


ATOM 


o ^ ^ o 


0£2 


TT 


A 


o a o 
JOD 


2 X . 


COO 


7 A 
J4 . 


AT T 

. ux / 


A A 
^ ft 


. DZ X 


X . 


nn 


A Q 
ft 2? . 


I X X 


ATOM 


O f f o 

2od9 


KT 


^T TT 


A 


'3 Q Q 
J O 7 


X O . 


o n 


7 

J D . 


, xyz 


A •? 
ffc Z 


. / UD 


X • 


no 


9 

Z D • 


t ft 17 


ATOM 


O ^ T A 

2670 


CA 


^T TT 


A 

A 


O O Q 

joy 


X^ . 


"7 Q 


7 A 
J^ . 


. 9 y o 


A 9 
ft Z 


A A9 
. ft ft Z 


X • 


nn 


9 

Z D • 


A A 

. ft ft 


ATOM 


2 671 


c 


GLU 


A 


O O Q 

J o y 


X4 , 


C O c 


7 7 
J J . 


. b X U 


A T 
ft X 


•7 ft 
. / O D 


X . 


A A 


9 7 
Z J . 


A 1 

. ft X 


ATOM 


2 672 


0 


GLU 


A 


O O Q 

J o y 


T "a 
1j . 


C 7 1 


7 7 
J J , 


A A C 

. U U b 


A 1 
ft X 


ft 

. o y b 


X . 


A A 


9 9 
Z Z . 


A 7 

. ft J 


ATOM 


2 673 


CB 


GLU 


A 


3 8 9 


T /I 

X4 . 


OTA 

. 2 / U 


7 £1 
J b . 


1 A 7 

. X U J 


A T 
ft X 


c: A O 
. Dfl 9 


X . 


A A 


9 "7 
Z / . 


7 Q 

. J 7 


ATOM 


2 674 


CG 


GLU 


A 


389 


1 o 
1j . 




7 T 
J / . 


T O 7 

, X2 J 


A 7 
4 Z 


7 c: 
. J DD 


X . 


A A 


7 1 
J X . 


Q ft 

> J7 O 


ATOM 


2675 


CD 


GLU 


A 


o o o 

joy 


n o 
12 , 


Q £ 7 

. o6 J 


7 Q 
J D . 


T 7 A 

. ± j4 


A T 
^ X 


A 1 
.DUX 


X . 


nn 


7 n 
J / « 


n 

. o u 


ATOM 


2676 


OBI 


GLU 


A 


o o o 

joy 


XX . 


^r7 A 
. b J U 


7 1 
J / . 


. 9o2 


A T 
4 X 


7 9 9 
. J ZZ 


X . 


nn 


A n 
4 u < 


A 

1 Dft 


ATOM 


2677 


0B2 


GLU 


A 


"3 0 0 

J 89 


1 J . 


Ol "7 

. b4 / 


7 O 

j9 - 


A Q O 
> Uo2 


A 1 
^ X 


A 9 A 
. UZft 


X . 


nn 


J D < 


7 7 
» J / 


ATOM 


2678 


N 


TRP 


A 


3 90 


lo . 


. 64 0 


7 7 
J J . 


117 

, 11 J 


A T 
4 X 


1 9A 
. XZft 


X . 


n n 
> uu 


1 Q 

xo . 


. yD 


ATOM 


2679 


CA 


TRP 


A 


390 


15 . 


£Z r\ c 
. 6U3 


7 "1 

J 1 . 


Q A Q 

. oUo 


A A 


A Q 1 
. 4 9X 


X . 


n n 
. uu 


1 "7 

X / . 


. bD 


ATOM 


2680 


C 


TRP 


A 


390 


15 . 


. /Id 


7 A 
J U < 


T 7 C 
. / J D 


4 X 


. D / b 


X . 


A A 


1 1 

X / . 


A ft 
, ft o 


TV m/^KA 

ATOM 


2681 


o 


TRP 


A 


o Q 

J y u 


X4 . 


, ybb 


7 O 

2 y . 


*7 C 7 

, / b / 


A T 
ft X 


C Q T 

. D y / 


X . 


A A 


1 Q 

X 7 . 


7 
. J D 


TV rn/^HA 

ATOM 


2 682 


CB 


TRP 


A 


O Q 

J y u 


Xb . 


. / / 2 


7 1 

J X ■ 


C7 7 

. b / J 


7 O 

J y 


- D X b 


X . 


A A 


1 

XD . 


A n 
. u u 


ATOM 


2 683 


CG 


TRP 


A 


o Q n 

J y u 


16 . 


/IOC 

, 4oD 


7 7 
J2 . 


T A Q 
► Xft 9 


7 Q 
J O 


T A T 

. X4 / 


X r 


A A 
. UU 


1 9 

XZ < 


A ft 
1 ft o 


TV rp/^lviT 

ATOM 


2684 


CUl 


TRP 


TV 

A 


•3 Q A 

J y u 


X / < 


7 A A 
. J U U 


7 O 
J2 . 


. 92 J 


7 n 
J / 


7 na 
. J / o 


X . 


nn 
t u u 


1 7 

XJ • 


71 

. / X 


ATOM 


o ^ o c 
26o5 


CD2 


TRP 


TV 

A 


O Q rt 

J y u 


X3 . 


7 T A 

. J xu 


7 1 

J X . 


Q Q 7 
> o OZ 


7 T 
J / 


. J D / 


X . 


nn 
• u u 


XX < 


ft A 
. O ft 


ATOM 


2686 


NEl 


TRP 


A 


jy 0 


Xb . 


•7 A 


7 7 

J J . 


7 ac 
, Xbb 


7 C 
J 6 


. XD / 


n 
X 


nn 
. u u 


1 7 

Xj 1 


C9 
> DZ 


TV rri 

ATOM 


2 687 


/-I T-« ^ 

C.E2 


rn o n 

TRP 


TV 
A 


•a Q A 

J y u 


Xo , 


A Q 
. o D 


7 O 

J Z . 


7 ft 
. D J O 


7 

J b 


lift 
. X X o 


X 


nn 


XX < 


Q7 


ATOM 


2 6 o o 






TV 
A 


O Q A 

J y u 


x^ . 




7 1 

J X . 


. X D X 


7 1 
J / 


Q 

. D b y 


n 
X 


n n 
» u u 


1 A 

Xft , 


79 
. / z 


ATOM 


2 68 9 


CZ2 


TRP 


A 


"a Q A 

J y u 


X^ 


c; 7 Q 

. Dz y 


7 7 

J Z , 


A ft ^ 
► ft o b 


7 c: 
J D 


1 AA 
. X U ft 


X 


n n 
. yj \j 


1 1 

X X . 


9 

. o z 


TV m/^KA 

ATOM 


2 690 


CZ3 


TRP 


A 


O Q A 

J y u 


T "a 
X J 


. Xob 


7 T 

J X , 


A O Q 

. uyy 


7 C 
J b 


R R7 
. D D J 


X 


A A 

. u u 


1 A 

Xfx 


ft 7 
. O / 


ATOM 


2691 


CH2 


TRP 


A 


"2 Q A 

J y u 


1 7 
X J 


7 Q C 

.job 


7 T 

J X . 


"7 c: Q 

. / D y 


7 

J D 


7 7ft 
. J J O 


X 


n n 


1 1 
X X 


1 ^ 
. X D 


ATOM 


2692 


N 


LYS 


A 

A 


J y 1 


Xb 


. bDX 


7 A 

J U . 


Q A *l 

. y ft X 


A O 
ft Z 


A Q A 
. 4 y U 


X 


nn 
. uu 


9 n 

z u • 


9 7 
> Z J 


ATOM 


2693 


CA 


LYS 


A 

A 


jy 1 


lb 


Q Q Q 

. ooo 


7 A 

J u . 


A A Q 


A 7 
^ J 


• b u / 


X 


nn 
. uu 


9 n 

ZU ' 


. DD 


ATOM 


O ^ Q /I 

2694 




T VO 

Lxo 


TV 

A 


jy 1 


XD 


CAT 

. bUX 


2 9 . 


Q A 7 
. o UZ 


A A 
ft ft 


Ann 
. 4 uu 


n 
X 


nn 
. uu 


99 
ZZ 


• 27D 


ATOM 


' 2695' 


o 


LYS 


A 


O A 1 

391 


15 


7 A T 
. JOI 


2o . 


f C A 

. 6 d4 


A A 


T A Q 
. /4 O 


X 


n A 
. uu 


9 A 
Z4 


Q9 

. yz 


ATOM 


2696 


CB 


LYS 


A 


391 


17 


. 9oo 


7 A 
J U 


. b Dl 


A A 
fl ft 


A 71 
. 4 / X 


X 


A A 

. uu 


9 1 
Z X 


9 Q 

. z y 


ATOM 


2697 


CG 


LYS 


A 


391 


18 


.444 


29 


. O J 1 


4 D 


c A r\ 
. b4 U 


X 


A A 
. UU 


O A 
Z U 


7 C 
. J D 


ATOM 


2698 


CD 


LYS 


A 


391 


19 


.809 


3 0 


.312 


A C 

4 b 


A O C 

. u y D 


X 


A A 

. U U 


7 A 
Z U 


7 ft 
. J O 


ATOM 


2699 


CE 


LYS 


A 


3 91 


2 0 


. 072 


2 9 


. oo2 


4 / 


coo 
. D J 2 


X 


A A 


7 A 
Z 4 


. b X 


ATOM 


2700 


NZ 


LYS 


A 


391 


21 


.393 


30 


.332 


48 


. 051 


1 


.00 


26 


. 71 


ATOM 


2701 


N 


GLU 


A 


392 


14 


.824 


30 


.849 


44 


.682 


1 


.00 


22 


.91 


ATOM 


2702 


CA 


GLU 


A 


392 


13 


.567 


30 


.648 


45 


.412 


1 


.00 


23 


.21 


ATOM 


2703 


C 


GLU 


A 


392 


12 


.548 


29 


.870 


44 


.599 


1 


.00 


23 


.80 


ATOM 


2704 


o 


GLU 


A 


392 


11 


.810 


29 


.039 


45 


.135 


1 


.00 


24 


.12' 


ATOM 


2705 


CB 


GLU 


A 


392 


12 


.926 


31 


.967 


45 


.854 


1 


.00 


23 


. 58 


ATOM 


2706 


CG 


GLU 


A 


392 


11 


.470 


31 


.792 


46 


,311 


1 


.00 


27 


.62 


ATOM 


2707 


CD 


GLU 


A 


392 


11 


,219 


32 


.416 


47 


.762 


1 


.00 


30 


.72 


ATOM 


2708 


OEl 


GLU 


A 


392 


12 


.080 


33 


.184 


48 


.243 


1 


.00 


34 


.21 


ATOM 


2709 


OE2 


GLU 


A 


392 


10 


.157 


32 


.158 


48 


.370 


1 


.00 


30 


.26 


ATOM 


2710 


N 


LEU 


A 


393 


12 


.436 


30 


.212 


43 


.322 


1 


.00 


22 


.69 


ATOM 


2711 


CA 


LEU 


A 


393 


11 


.498 


29 


.527 


42 


.450 


1 


.00 


19 


.67 



93/150 




FIG. 2UU 





0*71 O 


o 

\^ 


T.T?TT 


a 


J 7 J 


11 . 


862 


28 . 


036 


42 . 


415 


1 . 


00 


16 . 


28 


M. 1 ^k^l'l 


z / J. J 


o 


T.TTTT 
XiEjIiJ 


a 


J 13 ■J 


11 . 


010 


27 . 


163 


42 . 


580 


1 . 


00 


16 . 


68 


TV 'POM 


om A 

£. 1 Xfi 


OR 


T.TTTT 


a 

tx 


■J 


11 . 


600 


3 0 . 


104 


41 . 


040 


1 , 


00 


16 . 


32 


7\ "POM 


9 '71 


on 




a 


J 7 J 


1 n 

X • 


942 


9 1 
ox. 


443 


40 . 


796 


1 . 


00 


11 . 


54 


2i "POM 


^ / X O 


OTil 
v-X'X 


T.17TT 


a 


^ 7 J 


11 . 


o z z 


32 . 


077 


39 . 


54 0 


1 , 


00 


11 . 


13 




£i 1 1. 1 


pn9 


T.TTTT 




O 7 O 


9 ^ 


453 


31 , 


217 


40 . 


635 


1 . 


00 


12 . 


66 




OT\ P 
^ / X o 


N 


ILE 




394 


13 , 


148 


27 . 


771 


42 . 


261 


1 . 


00 


14 . 


10 




^ f X 7 


oa 


X XiCj 


a 




13 . 


672 


26 . 


430 


42 . 


174 


1 . 


00 


18 . 


89 


ATOM 




o 


X i.lCi 


a 


J 7 *± 


13 . 


479 


25 . 


615 


43 . 


449 


1 . 


00 


24 . 


26 


a "POM 


9 9 T 
Z / Z X 


o 


TT .1? 

X J— lUi 


a 


O 27 *± 


12 . 


862 


24 . 


540 


43 . 


426 


1 . 


00 


23 . 


. 76 


TV "POM 


9 T O O 




TT.T? 

X XiHi 


a 


O -7 *4 


X o • 


14 0 


26 . 


4 99 


41 . 


738 




00 


17 . 


. 71 


a TDM 


^ 1 £, J 


om 


ILE 




3 94 


15 . 


191 


26 . 


982 


40 . 


280 


1 . 


00 


17 . 


, 72 


A "POM 


OTy A 
Z / Z rx 


P09 


X J-jCj 


A 


J 


~ 15 . 


83 5 


2 5 . 


173 


4 1 . 


915" 


1 . 


00 


20 . 


3 8 


ATOM 


9 '7 9 


\^LJ X 


ILE 






X o • 


53 9 


26 . 


785 


3 9 . 


5 98 


1 , 


00 


17 . 


. 90 


a TOM 


9 79 


M 
iM 


TVR 


a 


Q R 


1 9 
X o • 


Q74 

1 7 / ** 


26 . 


145 


44 . 


567 


1 , 


00 


26 . 


. 90 


ATOM 


9'79'7 


oa 


TVP 




o o 


13 . 


845 


25 . 


497 


45 . 


868 


1 . 


00 


27 . 


> 68 


ATOM 


OTO Q 
Z / ^ O 


O 
V- 


TVR 

X X K 


a 


.3 7 O 


12 . 


365 


25 . 


241 


46 . 


140 


1 . 


00 


29 . 


. 10 


A TOM 


9 79 Q 


o 


TVP 
X X 


a 


O 7 o 


1 1 

X X • 


t 7 0"± 


24 . 


213 


46 . 


697 


1 , 


00 


30 , 


. 47 


A TOM 


9 '7'5 n 


PR 


TVR 
1 X rs. 


a 


7 Q R 

J 27 O 


1 4 


4 26 


2 6 . 


414 


4 6 - 


943 


X . 


0 0 


26 , 


. 11 




O "J T 
z / ^ X 


PP 


TVP 
1 X K 


A 


1 Q 
J 7 3 


Xf± • 


4 Q 9 

, *± 7 Z 


9 R 
z o . 


ft 9 1 

O O X 


48 . 


3 3 0 


X , 


00 


23 . 


. 85 


UiYl 


O *? "J o 


^UX 


TVP 
1 XK 


A 
t\. 


9 Q 


X o . 


R 9 9 

. OZ / 


94 

Z rt • 


7 7 O 


48 . 


,7 01 




00 


20 . 


. 88 




Z f ^ ^ 


OF! 9 
L.UZ 


TVP 
1 xK 


A 
A 


9 Q R 


T 9 
X C> . 


.OOO 


9^^ 

z o • 


1 ftfi 
X O o 


4 Q 

*± 7 . 


2 92 




00 


25 


. 32 


A "POM 




PT71 


TVP 
1 X £\. 


A 
A 


9 Q R 
^ 7 O 


X o < 


fi4 ft 
I O *x O 


24 . 


R9 n 

O J \J 


4 9 


993 




00 


25 


. 62 




9 T "3 


PT?9 


TVP 
1 X K 


A 

A 


9 Q R 
J 7 3 


1 9 
xo • 


. o o u 


9 R 
z o . 


r z o 




, O w 7 




00 


28 . 


. 23 


A T'/^IV/r 

AlUM 


^ /Jo 




TVD 
1 xK 


A 
A 


9 Q 

J70 


Xrt . 


91 9 

1 / X / 


94 


i 7 U D 


ou ■ 


Q RO 

> 7 O V/ 


X • 


on 


• 27 


. 68 


AiP/^M 

AHJIYl 


^ / J / 


ou 


TVP 
1 X K 


A 

A 


9 Q 

^73 


1 A 


ft 1 4 

> O X^ 


94 
Z r± ■ 


4fiQ 

i O 7 


R9 
oz • 


94 R 

> Z rt O 


]_ ^ 


00 


33 


. 57 


Ai\JM 


O Q 
^ / J O 




T VC 
Xj X O 


A 

A 


9 

^ 70 


X X < 


e^94 


9 

Z O . 


. X D O 


4 

*± O • 


fi Q7 




00 


31 


. 19 




z / J y 


O A 


T VC 
Xj X O 


A 
A 


9 Q 
J 7 D 


X u . 


n ft Q 

. w O 7 


9 fi 
z o . 


n 79 

u / z 


4 

*± o . 


874 


^ 


00 


2 9 


. 83 


A POM 

Ai Ufl 


z / 4 u 


o 


T VQ 
1j X O 


A 
A 


9 Q 
J 7 D 


Q 
7 , 


c;9 n 

> O Z V 


94 
z *± . 


ft OR 
o u o 


** o . 


.222 




00 


29 


. 47 


A "POM 

Ai ujyi 


O T /I T 
^ / ^ X 


o 
u 


T VC 
1j X O 


A 

A 


9 Q <^ 
J 7 D 


P 


9 9 
> O z z 


94 
Z 'x • 


1 fift 
. X o o 


4 R 


7 ft9 


1 . 


00 


31 


. 87 


A'POM 


O Til O 




T VC 
1j X o 


A 

A 


9 Q ^ 
^ 7 O 


Q 

7 . 


4 1 

. f± O X 


9 7 
z / ■ 


9 Q7 

. Z 7 / 


4 R 


9 9 fi 
. Z J o 


1 . 


0 0 


3 1 


. 2 2 


ATOM 
Al KJPI 


9 T A "3 


oo 


T VG 
Xi X O 


A 
A 


9 

^ 7 O 


Q 

O i 


R R R 

> o o o 


9 ft 

Z O ■ 


1 04 


46 


12 9 




00 


34 


. 16 


ATOM 




on 


T VG 
IjX O 


A 

A 


9 

^ 70 


Q 

7 . 


9 9 9 


9 ft 
z o . 


ft ftn 

p O O w 


47 


1 Q9 

• X 7 O 




00 


36 


. 62 


ATOM 


OIA 


PIT 


T.VG 
IjXo 


A 

A 


9 Q/^ 
^ 70 


Q 

O • 


44 Q 

, ^ rt 7 


9 Q 
Z 7 < 


I 7 70 


47 . 


► r O .,9 


1 ^ 


00 


36 


. 94 


A TOM 






T.VG 
XjX o 


a 

A 


J 7 D 


Q 

O < 


> Z Z f 


91 

J X • 


p V 70 


46 , 


, 745 


1 , 


00 


38 


. 25 


A POM 

Al Kjsyi 


9 "7 A "7 


In 


OT TT 


a 

A 


9 Q*? 

J 7 / 


X \J < 


012 


24 , 


p 1 o o 


44 


. 030 


1 . 


00 


26 


. 39 


A POM 
A J. Ul*l 


on A Q 


pa 


OT .TT 


A 
A 


9 0 9 
o 7 / 


Q 

7 . 


. O Z *x 


23 


2 8 0 


43 


.3 08 


1 , 


00 


23 


. 4 7 


ATOM 


Ol AQ 


o 


OT ,TT 


a 

A 


9 Q7 
J 7 / 


X \J . 


077 


21 


984 


43 . 


. 863 


1 . 


00 


19 


. 67 


ATOM 




o 

U 


OT.TT 


P^ 


9 Q7 

J 7 / 


Q 

7 1 


.3 98 


2 0 . 


.968 


43 . 


,8 69 


1 , 


, 00 


18 


. 33 


ATOM 


9 9 1 
^ / 3 X 


PR 


OT TT 


a 

A 


9 09 
J 7 / 


Q 

7 . 


ft E>1 

, O O X 


9 9 
Z J • 


9 79 
> .3 / z 


41 


.8 06 


3_ ^ 


00 


27 


. 02 


ATOM 


9 "7 R9 


PP 


OT IT 


a 

A 


J 7 / 


Q 

O < 


7n9 


99 
Z J • 


ft fiQ 

• O D 7 




, 887 




00 


27 


. 93 


ATOM 
Al (JlYl 


9 9 1^*3 


pn 


OT TT 


A 


9 Q9 

i3 7 / 


n 

t . 


• O U X 


z z < 


ft 9 Q 

1 O J 7 


40 


fi51 

. O O X 




, 00 


27 


. 60 


ATOM 


9*7 A 




OT TT 


A 
A 


9 Q9 
J 7 / 


•7 

f . 


ft Q1 

• O 7 X 


91 

Z X < 


> O J z 


40 


fi R9 
. o o z 






26 


. 85 


A TOM 

AlUM 


O "7 C C 
Z / DO 


OOO 


OT TT 


A 
A 


9 Q 9 

J 7 / 


D . 


A 9 9 
. ft J J 


9 9 

Z J . 


9 99 
> Z .3 .3 


4 n 


4 m 

. rt O X 


X < 


on 


90 


. 96 


A TOM 

AlUM 


O "7 C C 

z /Ob 


JN 


\7A T 
VAlj 


A 
A 


9 Q fi 
J 7 tJ 


1 1 
X X 


9 9 9 
. ^ J Z 


9 9 
Z Z . 


n 09 

. U U J 


44 


. Z / o 


X . 


00 


19 


. 84 


A TOM 

AlUM 


O "7 C "7 
Z /O / 


OA 

v-A 


X7A T 
VAXi 


A 
A 


9 Q Q 
J 7 O 


X X 


Q 

. 7 O O 


9 n 

Z U . 


ft 9 9 
. O z z 


4 4 


ft 9 9 




0 0 


23 


. 53 


ATOM 


2 758 


o 


T 7 A T 
VAlj 


TV 

A 


O Q Q 
^ 70 


X X 


9 c; R 
.ZOO 


9 n 
z u . 


Al "i 
. ft X J 


4 fi 


1 1 Q 
. X X 7 


X < 


n o 


9fi 
z o 


9 Q 

. Z 7 


ATOM 


2759 


O 


VAL 


A 


398 


11 


.114 


19 . 


.217 


46 


.400 


1. 


. 00 


29 


.23 


ATOM 


2760 


CB 


VAL 


A 


398 


13 


.466 


21. 


.068 


45 


.127 


1. 


.00 


23 


.54 


ATOM 


2761 


CGI 


VAL 


A 


398 


14 


.140 


19, 


.801 


45 


.608 


1. 


.00 


18 


.61 


ATOM 


2762 


CG2 


VAL 


A 


398 


14 


.157 


21 , 


.618 


43 


.883 


1. 


.00 


25 


.50 


ATOM 


2763 


N 


MET 


A 


399 


10 


. 789 


21, 


.404 


46 


.884 


1. 


. 00 


28 


.85 


ATOM 


2764 


CA 


MET 


A 


399 


10 


. 081 


21 , 


.137 


48 


. 135 


1 , 


. 00 


31 


.54 


ATOM 


2765 


C 


MET 


A 


399 


8 


. 612 


20 


.924 


47 


.867 


1, 


. 00 


34 


.05 


ATOM 


2766 


O 


MET 


A 


399 


7 


.892 


20 


.478 


48 


.753 


1, 


. 00 


36 


.36 


ATOM 


2767 


CB 


MET 


A 


399 


10 


.242 


22 


.287 


49 


.129 


1, 


. 00 


29 


.76 


ATOM 


2768 


CG 


MET 


A 


399 


11 


. 666 


22 


. 576 


49 


.515 


1 


. 00 


32 


.50 


ATOM 


2769 


SD 


MET 


A 


399 


12 


.612 


21, 


.136 


50 


.101 


1 


.00 


34 


.26 


ATOM 


2770 


CE 


MET 


A 


399 


12 


.505 


21 


.419 


51 


.848 


1 


.00 


42 


.05 



94/150 



10/501002 



FIG. 2W 





^ / / J. 


KT 




a 
o 


1 Ri^ 

• XO 3 


21 


. 209 


46 


. 636 


1 


. 00 


38 . 


, 05 


a TOM 


OTTO 


oa 


A QM A 4 n n 


c. 
o 


. 782 


21 


07*5 


46 


. 197 


1 


. 00 


42 . 


. 57 


7\ T'OM 


^ 1 1 


o 


A QtJ A AC\r\ 


c 




9 0 


Q1 P 


4 7 


. 2 62 


1 


, 00 


44 . 


. 57 


/-i 1 KJV'l 


Oil A 


o 




4 


• .7 O ^ 


21 


.8 85 


4 7 


424 


1 


. 00 


46 . 


, 32 










c 
o 


c;ft c: 


20 


.032 


4 5 


.04 7 


1 


. 00 


44 . 


. 4 9 


ATOM 


oil 






7 


• J ^ w 


18 


, 689 


45 


. 274 


1 


. 00 


46 . 


. 24 


ATOM 


^ 1 1 1 


om 


a GM a J. n n 


D 


• 70 o 


17 




46 


. 161 


1 


. 00 


46 . 


. 77 


ATOM 




Tjno 


a GM a ^ n n 


g 


. 289 


18 


.390 


44 


. 401 


1 


. 00 


44 . 


. 05 


A TOM 






3 X O rxr*VX \J\J X. 


21 


. 681 


10 


. 532 


31 


. 356 


1 


. 00 


27 . 


.28 


ATOM 


on fid 


D 


O X O 1 /\X W U X 


22 


.457 


11 


. 213 


30 


. 225 


1 


. 00 


28 . 


, 05 


ATOM 


9 "7 R 1 


01 


O X O rxnX U X 


23 


.279 


10 


.622 


29 


. 499 


1 


. 00 


24 . 


,49 


ATOM 


^ / o ^ 


Ml 
IN X 


3 X O Tz/^X U X 


22 


.218 


12 


. 54 9 


3 0 


. 12 9 


1 


. 00 


26 . 


► 81 


ATOM 


O 


no 


m ft d. ai om 

3 X O *lr\X U X 


21 


.369 


13 


24 5 


3 0 


.873 




. 00 


25 . 


. 9 8 


A TOM 


^ / 




m ft^ai 001 

3 X O "ir^X \J\J ±. 


2 0 


. 662 


1 2 


. 574 


3 1 


.791 


1 


. 00 


28 . 


. 3 0 


ATOM 






c;i ft A ai oo 1 


0 0 


R7d. 


1 1 


O R'^ 
. ^ o o 


32 


. 149 


1 


. 00 


25 , 


, 17 


ATOM 


^ / o o 


oo 


f^i ft^ai 001 

^ X O 'z AX U U X 


21 


. 212 


14 


. 442 


3 0 


. 751 


1 


. 00 


28 , 


, 54 


ATOM 


0'7Q'7 


^X X 


CT QAai 001 

3 X OInX w u X 


^ X 


776 


g 


. v 


31 


. 557 


1 


. 00 


28 . 


. 26 


ATOM 


^ / O O 


04, 


ft/iai 001 

Zj X 0 1 AX U U X 


91 

4b X 


. 021 


o 
o 


• J 


32 


. 3 80 


1 


. 00 


29 . 


. 45 


ATOM 




JLN *± 


"^1 fl4ai noi 

3 X O *±r^X U X 


22 


fi7 0 


Q 


.3 79 


3 0 


. 822 


1 


. 00 


28 


. 04 


ATOM 


0*700 


01 


CT p^AT noi 

D X C3 ft AX U U X 


0 "5 


707 


A 


. *x ^ 


7 o 


. O -7 *± 


1 


. 00 


24 


, 5 1 


ATOM 


O Q 1 


Ol O 
v. X ^ 


CT Q4AT 001 


24 


23 6 


5 


.340 


29 


.725 


1 


. 00 


24 


. 47 


ATOM 




O^ 


cn RAai 001 
D X O AX U U X 




ft "5 7 


o 




9 Q 


ft 7 4 

. O J 


1 


. 00 


2 5 


4 2 


ATOM 


O "7 Q "a 


OT A 


Cl QAai 001 


o o 


Q 7 


I 


n R o 

. \J J u 


"5 o 


ft ft 

. o o o 


X 


o o 


9 R 


> D 17 


ATOM 


2794 


C7 


5184A1001 


22 


,454 


6 


.120 


31 


.816 


1 


.00 


25. 


.22 


ATOM 


2795 


C9 


5184A1001 


22 


.836 


4 


.784 


31 


.730 


1 


.00 


20 


.54 


ATOM 


2796 


N2 


5184A1001 


20 


.058 


10 


.764 


33 


.215 


1 


.00 


24 


.72 


ATOM 


2191 


C16 


5184A1001 


18 


.674 


11 


.516 


36 


.553 


1 


.00 


14 


.97 


ATOM 


2798 


C13 


5184A1001 


19 


.542 


11 


.079 


35 


.546 


1 


. 00 


19 


.43 


ATOM 


2799 


C17 


5184A1001 


19 


.290 


11 


.368 


34 


.202 


1 


.00 


23 


.47 


ATOM 


2800 


C15 


5184A1001 


18 


.143 


12 


.127 


33 


.889 


1 


.00 


25 


.12 


ATOM 


2801 


C8 


5184A1001 


17 


.248 


12 


.570 


34 


.935 


1 


.00 


24 


.24 


ATOM 


2802 


CIO 


5184A1001 


17 


.543 


12 


.248 


36 


.274 


1 


.00 


15 


.35 


ATOM 


2803 


OH2 


TIP3B 1 


19 


.519 


6 


.665 


33 


.090 


1 


.00 


11 


.81 


ATOM 


2804 


0H2 


TIP3B 2 


14 


. 148 


22 


.210 


28 


.179 


1 


.00 


20 


.00 


ATOM 


2805 


0H2 


TIP3B 3 


16 


.487 


15 


.191 


32 


.609 


1 


.00 


20 


.00 



END 



95/150 



10/501002 



FIG. 3A 





Atom 


Type Resid 






X 




Y 




z 


OCC 




B 


ATOM 


1^ 


CB 


ASP 


45 


19 . 


290 


11 


. 912 


62 . 


876 


1 . 


00 


82 


. 67 


ATOM 


2 


CG 


ASP 


45 


20 . 


511 


12 


. 303 


63 . 


724 


1 . 


00 


82 


. 67 


ATOM 


3 


ODl 


ASP 


45 


21 . 


632 


12 


. 419 


63 , 


162 


1 . 


00 


82 


. 67 


ATOM 


4 


OD2 


ASP 


45 


20 . 


347 


12 


. 500 


64 . 


956 


1 . 


00 


82 


. 67 


ATOM 




C 


ASP 


45 


19 . 


675 


12 


. 871 


60 . 


534 


1 . 


00 


40 


. 50 


ATOM 


D 


O 


ASP 


45 


19 . 


435 


13 


. 632 


59 . 


587 


1. 


00 


82 


. 67 


ATOM 


7 


N 


ASP 


45 


17 . 


424 


12 


. 934 


61 . 


581 


1. 


00 


40 


. 50 


ATOM 


g 


CA 


ASP 


45 


18 . 


894 


13 


. 005 


61 . 


859 


1. 


00 


40 


. 50 


ATOM 


9 


N 


ASN 


46 


20 . 


618 


11 


. 939 


60 . 


468 


1. 


00 


17 


. 90 


ATOM 




CA 


ASN 


46 


21 , 


385 


11 


. 740 


59 . 


249 


1 . 


00 


17 


. 90 


ATOM 


J. JL 


CB 


ASN 


4 6 


22 . 


723 


11 


. 074 


59 . 


5 52 


1. 


00 


34 


. 81 


a TOM 


X ^ 


CG 


ASN 


4 6 


23 . 


710 


12 


. 021 


60 . 


171 


1. 


00 


34 


. 81 


ATOM 


13 


ODl 


ASN 


46 


23 . 


339 


13 


. 104 


60 . 


639 


1. 


00 


34 


. 81 


ZSiTOM 


1 

X 'x 


ND2 


ASN 


*± V 


24 . 


976 


11 


. 627 


60 . 


190 


1. 


00 


34 


. 81 


ATOM 


1 c: 

X 3 


C 


ASN 


46 


20 . 


650 


10 


. 894 


58 . 


227 


1. 


00 


17 


. 90 


ATOM 


X o 


0 


ASN 


46 


20 , 


826 


9 


. 675 


58 . 


195 


1. 


00 


34 


. 81 


ATOM 


X / 


N 


GLN 


4 7 


19 . 


813 


11 


. 534 


57 . 


410 


1 . 


00 


2 


. 36 


ATOM 


X o 


CA 


GLN 


4 7 


19 . 


079 


10 


. 827 


56 . 


360 


1 . 


00 


2 


. 36 


ATOM 


1 9 


CB 


GLN 


4 7 


17 . 


776 


11 


. 552 


55 . 


999 


1. 


00 


25 


. 20 


ATOM 


2 0 


CG 


GLN 


4 7 


16 . 


. 591 


11 


.308 


56 . 


965 


1. 


00 


25 


. 20 


ATOM 


2 1 


CD 


GLN 


4 7 


15 . 


,309 


12 


. 062 


56 . 


, 565 


1 . 


00 


25 


.20 


ATOM 


22 


OEl 


GLN 


47 


14 . 


. 200 


11 


. 509 


56 . 


, 573 


1. 


00 


25 


.20 


ATOM 




NE2 


GLN 




X ^ < 


462 


13 


.338 


56 . 


, 226 


1. 


00 


25 


. 20 


ATOM 


^ *x 


C 


GLN 


4 7 


20 . 


. 005 


10 


. 791 


55 . 


, 149 


1. 


00 


2 


.36 


ATOM 




O 


GLN 


47 


19 . 


. 903 


9 


. 907 


54 . 


.306 


1. 


00 


25 


. 20 


ATOM 




N 


PHE 


4 8 


2 0 . 


. 976 


11 


. 704 


55 . 


. 13 7 


1 . 


00 


2 


. 00 


ATOM 




CA 


PHE 


4 8 


2 1 


► 92 9 


11 


. 832 


54 . 


, 040 


1 . 


00 


2 


. 00 


ATOM 


9 ft 


CB 


PHE 


4 8 


22 


. 025 


13 


.288 


53 . 


. 588 


1 . 


00 


2 


. 00 


ATOM 


9 Q 


CG 


PHE 


4 8 


20 . 


.701 


13 


. 893 


53 . 


. 274 


1 . 


00 


2 


. 00 


ATOM 




CDl 


PHE 


48 


19 . 


. 915 


14 


. 404 


54 . 


.296 


1 . 


00 


2 


. 00 


ATOM 


J X 


CD2 


PHE 


48 


20 . 


, 197 


13 


. 869 


51 . 


. 976 


1 . 


00 


2 


. 00 


ATOM 




CEl 


PHE 


4 8 


18 , 


. 638 


14 


. 876 


54 . 


. 054 


1. 


00 


2 


. 00 


ATOM 




CE2 


PHE 


48 


18 , 


. 918 


14 


. 337 


51 . 


.707 


1. 


00 


2 


. 00 


ATOM 




CZ 


PHE 


A ft 


1 R 

X o . 


, 128 


14 


. 845 


52 . 


. 760 


1 . 


00 


2 


. 00 


ATOM 




C 


PHE 


A ft 


23 


.314 


1 1 


.359 


54 . 


.3 69 


1. 


00 


2 


. 00 


ATOM 


J o 


0 


PHE 


4 8 


23 


. 672 


11 


. 164 


55 . 


. 529 


1 . 


00 


2 


. 00 


ATOM 


7 7 
J / 


N 


TYR 


4 9 


24 


. 098 


11 


.171 


53 . 


.32 0 


1 . 


00 


2 


. 00 


ATOM 


ft 


CA 


TYR 




25 


.465 


10 


. 754 


53 . 


.478 


1 . 


00 


2 


. 00 


ATriM 


1 Q 


CB 


TYR 


A Q 


9 c; 




Q 

27 


. 230 


53 


557 


1, 


00 


7 


. 42 


ATOM 




CG 


TYR 




9 


• ^X 7 


3 


. 504 


52 , 


. 242 


1. 


00 


7 


. 42 


ATOM 


fx X 


CDl 


TYR 


A Q 


24 


.305 


3 


. 195 


51 


. 643 


1. 


,00 


7 


. 42 


ATOM 


A 9 


CEl 


TYR 


4 Q 

*± -7 


94 




7 


.486 


50 , 


. 442 


1. 


,00 


7 


. 42 


ATOM 


*± J 


CD2 


TYR 


*x 17 


9 


^ft4 

. O O *z 


o 
o 


. 1/ O «7 


51 


. 619 


1 . 


00 


7 


. 42 


ATOM 


A A 


CE2 


TYR 


*± -7 


26 


. 64 1 


7 


. 380 


50 


.416 


1 . 


, 00 


7 


. 42 


ATOM 


A 


CZ 


TYR 


*± J7 


9 R 


.42 6 


7 


. 084 


4 9 


. 841 


1. 


, 00 


7 


. 42 


ATOM 


46 


OH 


TYR 


49 


25 


.387 


6 


.407 


48 


. 655 


1, 


, 00 


7 


.42 


ATOM 


47 


C 


TYR 


49 


26 


.250 


11 


.304 


52 


.311 


1, 


, 00 


2 


.00 


ATOM 


48 


O 


TYR 


49 


25 


.746 


11 


.416 


51 


.202 


1. 


.00 


7 


.42 


ATOM 


49 


N 


SER 


50 


27 


.484 


11 


.681 


52 


.585 


1. 


,00 


12 


.70 


ATOM 


50 


CA 


SER 


50 


28 


,346 


12 


.240 


51 


.569 


1, 


.00 


12 


.70 


ATOM 


51 


CB 


SER 


50 


29 


. 144 


13 


.410 


52 


. 158 


1. 


.00 


44 


.73 


ATOM 


52 


OG 


SER 


50 


28 


.278 


14 


.435 


52 


.609 


1. 


.00 


44 


.73 


ATOM 


53 


C 


SER 


50 


29 


.303 


11 


.208 


51 


.002 


1. 


. 00 


12 


. 70 


ATOM 


54 


0 


SER 


50 


29 


.989 


10 


.507 


51 


.744 


1, 


. 00 


44 


.73 


ATOM 


55 


N 


VAL 


51 


29 


.343 


11 


.127 


49 


.676 


1 . 


. 00 


12 


.81 


ATOM 


56 


CA 


VAL 


51 


30 


.238 


10 


.209 


48 


.993 


1 . 


.00 


12 


.81 


ATOM 


57 


CB 


VAL 


51 


29 


.531 


8 


.902 


48 


.549 


1. 


.00 


2 


.00 



96/150 



iO/50100 



FIG. 3B 



a TOM 


Q 
D O 






^ 1 


^ o • 


0<6 JL 


q 


1 R4. 

■ X Oft 


47 . 


453 


1 , 


00 


2 . 


. 00 






00*5 


V Ai-i 


1^ 1 


'x n 
j\j * 


OO / 




PR*? 


48 . 


125 


1 , 


00 


2 , 


. 00 




b u 


o 


V AJ_i 


O X 




nop 
o y o 




. 27 O O 


fx / . 


R 9ft 
o z o 




00 


12 


. 81 


TV T'OiR^T 


D J. 


o 


V Aij 


D X 




z ft z 


1 1 

J. J. 


. D O U 


A 7 
ft / . 


076 


3^ ^ 


00 


2 


. 00 


TV rp/^fk* 


D Z 


KT 


OT TT 


D Z 


J z » 


O 0 

zzz 


1 n 


R O 1 
. O U X 


A 7 
fx / . 


7 R*^ 
/ o o 




00 


26 


. 73 


a TOM 


OO 


v-A 


VJijU 






U X .J 


1 1 


. ft ft o 


ft o • 


709 


1 ^ 


00 


26 


. 73 


TV TOM 


a A 




I^T TT 






^ Q 
^ / y 


X X 


RT R 
• O / O 


47 
ft / • 


1 SI 

i X O X 




no 


^ o < 


, 83 


A TOM 


O D 




OT TT 


t; o 


^ o ■ 


Z O D 


X z 


• DU / 


4C 
ft O • 


RR 

> O OO 


;j_ ^ 


OO 


23 


. 83 


ATOM 


Ob 




OT TT 




Oft . 




1 A 

X ri 


. U O / 


4 C 

ft D < 


ca 1 

. O O X 


]^ ^ 


OO 


23 


• o o 


ATOM 


o / 


OT7 1 


OT TT 






•71 Q 

/ X y 


1 il 


"a p p 

. J o o 


4 7 


824 


2 . 


00 


23 


. 83 


A TOM 


C Q 

b o 


OTO 


OT TT 


3Z 


J rt . 


b V o 


1 Zl 
X ft 


p n A 

. O Ufi 


4 R 
*± O . 


C C C 

. O O D 


1 

X • 


OO 


9 "a 


83 


A TOM 

Ax 


b y 




OT TT 


OZ 


"5 O 
J Z . 


y z X 


1 n 
X u 


» O f f 


4 R 
ft O . 


7 PR 

i o o o 


1 

X . 


OO 


9 C 


7*^ 
. / o 


A TOM 


/ U 


o 


OT TT 


c; o 


'X'X 
OJ . 


•71 n 

f X u 


Q 

y 


. / D V 


4 R 
fx O . 


19 7 

. X Z / 


]_ _ 


00 


23 


83 


ATOM 


/X 


KT 


AT 

VAij 




J X . 


CkA P 

y ^ o 


1 1 

X X 


n R A 

. U O f± 


44 
fifi . 


R C 9 
. O O Z 


X . 


o o 


3 1 


. O -7 


ATOM 


/ Z 


OA 

UA 


VAli 


3^ 


O X . 


"74 1 


1 o 
X u 


A rt Q 
. ft u y 


4 "a 

ftO . 


9 CC 
I Z D O 


1 

X . 


o o 


•a 1 

O X ' 


"a Q 

.07 


A TOM 
Al UN 


•7*3 




■\72VT 




1 n 

J u . 


9 9 ft 

> z z o 


X u 


OftT 


ft Z < 


> o o o 


1 

X * 


00 


X 7 . 


. 10 


A TOM 
Al Ufl 


/ft 




VAij 


"3 




\j 1 ^ 


Q 

y 


• / U X 


41 

ft X < 


> ft o u 


1 

X • 


on 


1 9 

X 7 


. 10 


A TOM 

ATOM 


/ b 


ooo 


VAij 


D J 


O Q 

zy . 


AQC 

^ y b 


Q 

y 


Am 

. ft U X 


4 "a 
fto < 


R 7R 


X • 


OO 


1 Q 

X 7 


1 0 

. X w 


A TOM 


/ D 


/-I 

v_ 


t7 A T 




"a o 


^ *7 1 
ft / X 


X X 


1 Q n 
. X y u 


A O 
ft Z, , 


1 7R 

. X / O 


1 

X . 


O O 


"X 1 
O X 


"a Q 

. O 27 


A TOM 


/ / 


O 


T7A T 
VAXj 


DO 


O z . 


O "7 "3 


1 r> 
X z 


1 n R 
. o u o 


A 1 
ft X . 


P 1 4 
. O Xfi 


X . 


OO 


1 Q 

X -7 


1 O 
. X V 


A TOM 


/ O 


JN 


OT V 


C /I 


^ ^ . 


c: R A 


1 o 
X u 


c n 
. b U J 


A 1 
ft X . 


c 7 n 


X . 


o o 


9 P 
^ O 


9 9 


A TOM 

AivJM 


T Q 

/y 


OA 

UA 


OT V 


C A 




"a o o 
> J z y 


1 1 

X X 


o "a A 
. z O ft 


A n 
ftu . 


CI 7 

> bx / 


X . 


OO 


9 R 
^ O 


9 9 


A TOM 


o U 




OT V 
\JXJJ. 




^ o • 


1 o R 

, xz o 


1 •!> 
Xz 


A "a n 


4 1 

fix . 


OR Q 

. uoy 


n 

X • 


o o 


9fl 
AO 


99 


ATOM 

ATOM 


O 1 


O 


OT "V 


J4 


^b . 


1 Rn 

, xou 


1 O 
XZ 


. zyx 


4 1 

ft X . 


7 RR 

. / DO 


X • 


OO 


'a7 
o / 


•^7 
. o / 


A TOM 

AIOM 


o o 


N 


A OO 

AoF 






. bx / 


Xo 


Cl T 

. b X X 


4 n 

ft u . 


7C7 
./Of 


n 

X • 


OO 


94 
^ fx 


9Q 


A TOM 

Al UM 


Q "3 
O J 


OA 

L.A 


A C D 

Aof 


O D 


J o , 


O R "7 

. ZD / 


Xfi 


p p 1 

. O O X 


4 1 

ft X < 


1 nc 

. X U D 


1 

X . 


O O 


9 4 
^ ft 


9 Q 

. ^ 7 


A TOM 


o4 


OD 


A O D 

Aof 




J O , 


R R "7 
. OO / 


1 R 
X O 


. b X b 


"a Q 

o y . 


7 P4 
. / Oft 


X . 


o o 


4 R 
fx O 


1 0 
. X u 


A TOM 


O D 


OO 


A O 

Aof 


C C 
D D 


J b , 


. ft O X 


1 C 

X b 


p rv o 
. o Uz 


"a Q 

o y , 


Q R 9 
. y O Z 


X . 


o o 


4 R 
fi O 


1 O 
. X w 


A TOM 

AiOM 


Q C 
O O 


0*0 1 

OU-L 


A C 


o o 


J / . 


R Q R 

. OO O 


1 c 
X b 


ca o 
. b o z 


4 n 

ft u , 


R 4 
. O Z ft 


T 

X . 


o o 


4 R 
^ O 


1 O 
. X w 


ATOM 


O / 


KJUZ 


A OT5 

AoF 




^ b . 


1 1 n 
. X X u 


1 1 
X / 


P Q R 

. o y o 


"a Q 

J y . 


1 ft b b 


X . 


o o 


4 R 
ft O 


1 0 
. X u 


A TOM 

AiOM 


Q Q 
OO 




A CD 


DD 


"XA 




1 R 
X o 


"a n 
• / o u 


41 

fx X , 


> 7 D 27 


X * 


OO 


94 
A ft 


9 Q 

. ^ 7 


ATOM 

AiOM 


Q Q 


O 


A CD 

AoF 


e; c 

OO 


"XA 


. bb y 


X b 


RO Q 

. oz y 


4 9 

ftz , 


4 04 
. ft Ufr 


X • 


OO 


4. R 
ft o 


1 0 
• X u 


ATOM 

AiOM 


y u 


KT 


CT^D 

oCiK 


O b 


"5 
^ J . 


IOC 

. xz b 


1 R 
X o 


• xyo 


4 O 

tz , 


91 4 
. Xfx 


X . 


OO 


9 R 

^ O 


4 *a 

. fx O 


ATOM 

AiOM 


y ± 


OA 

UA 




O b 


O 46 . 


. uo y 


1 R 
X O 


P'7C 

• o / b 


4 *? 

fx Z < 


Q7A 
. y / ft 


X . 


OO 


9 R 


4. 'a 

. ft o 


A TOM 

AiOM 


y-s 


Ota 


OT7D 


o b 


T n 
J u , 


ft C R 

. o b o 


1 C 

X b 


n p c 
. u o b 


A O 

ft Z . 


n c n 
. u o u 


X . 


o n 


R O 
O \J 


. 2 6 


A TOM 

AiOM 


y J 


OO 

Ovj 


CCD 


o b 


-5 u , 


T "7 "7 


X / 


"am 
. o u J 


4 0 
ft Z 


"a "a 4 

. O O ft 


X . 


o n 


R n 

O yJ 


9 


A TOM 

Ai OM 


Q A 

y 4 






o b 


J X . 


.bob 


1 R 
X O 


n C7 
. u b / 


4 4 
ft ft 


9 0 7 
. Z\J t 


X . 


o o 


9 P 
^ o 


4 "a 

. fx O 


A TOM 

AIOM 


y D 


O 


CCD 


Ob 


J X . 


> o b X 


1 "X 
X ^ 


PR*? 

. ooz 


4 4 
ft ft 


9 R4 
• Z O ft 


n 

X . 


OO 


R n 
o u 


. 2 6 


ATOM 

AIOM 


y b 


KT 
M 


TUD 


o / 


J X . 


IRQ 

, xo y 


1 R 
X O 


"7 R 1 
. /OX 


4 R 
ft O 


•5 1 "a 

. Z X o 


n 

X . 


n o 


9 1 
^ X 


O Q 
. U 7 


ATOM 

AiOM 


y / 


OA 

L.A 


TITD 

i MK 


o / 


"3 r\ 


no A 


1 R 
X O 


OP R 
. VOO 


4C 

ftb : 


4 7 P 
. ft z o 


X • 


o o 


9 1 

^ X 


O Q 

« w 7 


ATOM 


Q D 

y o 


OO 


TtTD 

irlK 


o / 


^X . 


1 R'a 
. Xo J 


1 R 
X O 


PRC 

. oob 


47 

ft / . 


c R "a 
.boo 


X • 


o o 


9 7 


4 Q 
. ft 7 


ATOM 


9 9 


OGl 


THR 


o / 




R'a O 
. O J Z 


xb 


*5 "a A 


A7 

ft / , 


RCI 

. Ob X 


X . 


on 


9 7 


4 Q 

. ft y 


ATOM 


10 0 


CG2 


THR 


57 


J U . 


OCT 

. yb / 


X^ 


GOT 

. yyx 


A Q 


o"a 1 
. y o X 


X . 


OO 


9 7 


A Q 

. ft y 


ATOM 


101 


C 


THR 


57 




O O Q 


T /I 

Xfl 


O R R 

. yoo 


A C 
'i b 


AAA 
. ft 4 ft 


X . 


o o 
u u 


9 1 
^ X 


O Q 

. u y 


AiOM 


102 


0 


THR 


o / 




. 4 y o 


T R 
X O 


Q "3 A 

. y J ft 


A C 

ft b 


C P O 

. b O U 


X . 


o o 


9 7 


4 Q 

. ft y 


ATOM 


103 


N 


PHci 


c o 

OO 




. I Z L 


T "3 
X O 


. / ft y 


ft b 


1 *7 "3 
. X / J 


X . 


o o 


"a "a 
o o 


C P 

. o o 


ATOM 


104 


CA 


PHE 


58 


27 , 


o Q 

. zyu 


Xo 


.494 


A C 

*± b 


. X / ± 


X . 


u u 


"a *a 
o o 


C P 

.bo 


ATOM 


105 


CB 


PRE 


58 


26, 


.942 


12 


.309 


45 


.281 


1. 


00 


8 


.44 


ATOM 


106 


CG 


PHE 


58 


26, 


.690 


12 


.677 


43 


.841 


1. 


00 


8 


.44 


ATOM 


107 


GDI 


PHE 


58 


27, 


.731 


13 


.123 


43 


.030 


1. 


00 


8 


.44 


ATOM 


108 


CD2 


PHE 


58 


25 


.425 


12 


. 514 


43 


.286 


1. 


00 


8 


.44 


ATOM 


109 


CEl 


PHE 


58 


27 


. 526 


13 


.382 


41 


.671 


1 . 


00 


8 


.44 


ATOM 


110 


CE2 


PHE 


58 


25 


.198 


12 


.765 


41 


.930 


1 . 


00 


8 


.44 


ATOM 


111 


CZ 


PHE 


58 


26 


.252 


13 


.207 


41 


.119 


1 . 


00 


8 


.44 


ATOM 


112 


C 


PHE 


58 


26 


.790 


13 


.230 


47 


.584 


1 . 


00 


33 


.68 


ATOM 


113 


o 


PHE 


58 


27 


.306 


12 


.360 


48 


.283 


1. 


00 


8 


.44 


ATOM 


114 


N 


THR 


59 


25 


.836 


14 


.045 


48 


.017 


1. 


,00 


2 


.00 


ATOM 


115 


CA 


THR 


59 


25 


.235 


13 


.913 


49 


.331 


1. 


,00 


2 


.00 


ATOM 


116 


CB 


THR 


59 


25 


.238 


15 


.234 


50 


.117 


1. 


.00 


2 


.11 



97/150 



FIG. 3C 



A J. KJVl 


1 1 7 


om 






26 . 


579 


15 . 


724 


50 . 


239 


1 . 


00 


2 . 


11 


A J. sJV'l 


X JL O 




THP 




24 . 


658 


15 . 


016 


51 . 


488 


1 . 


00 


2 . 


11 


/\ 1 


X X 7 


r* 




59 


23 . 


803 


13 . 


478 


49 . 


095 


1 . 


00 


2 . 


00 


/\ 1 Wi''! 


ion 

X i£> u 


o 
\j 


THR 


59 


22 , 


910 


14 . 


290 


48 . 


8 99 


1 . 


GO 


2 . 


11 


ATOM 


1 1 

X ^ X 


IN 


VrVLi 


60 


23 . 


598 


12 . 


174 


49 . 


091 


1 . 


00 


16 . 


21 






oa 


VAT. 
V AXi 


O \J 


22 . 


281 


11 . 


629 


48 . 


857 


1 , 


00 


16 . 


21 


a TOM 






V AXl 


Q U 


22 . 


316 


10 . 


642 


47 . 


669 


1 . 


00 


12 . 


96 


ATOM 




om 


VAJJ 


fin 


22 . 


576 


11 . 


3 84 


46 . 


380 


1 . 


00 


12 . 


96 


ATOM 


X 46 D 




V2XT. 
VAXi 


fiO 
O w 


23 . 


4 09 


9 , 


597 


47 . 


883 


1 . 


. 00 


12 . 


96 


ATOM 


X ^ O 


o 


Vr^Xj 


O V 


2 1 . 


70 0 


10 . 


933 


50 . 


078 


1 , 


. 00 


16 . 


21 


A TOM 


X ^ / 


o 


V/-VXJ 


O \J 


22 . 


3 67 


10 . 


773 


51 . 


098 


1 . 


, 00 


12 . 


96 


A TOM 


TOP 
X ^ O 


IN 


T.T?TT 


O X 


2 0 . 


423 


10 . 


,577 


49 . 


964 


1 , 


, 00 


2 . 


00 


ATOM ' 


X^a 27 


oa 


XiCjLI 


O X 


1 9 , 


68 9 


9 . 


8 68 


51 . 


,001 


1 . 


, 00 


2 \ 


00 


ATOM 


Xo u 




T TTTT 


O X 


X o . 


0 0 fl 


Q 
7 < 


724 


50 . 


591 


1 ^ 


, 00 


19 . 


79 


ATOM 


Til 
X J X 






O X 


X / > 


J ^ 


1 0 
X \J * 


947 

p 7^ / 


50 . 


539 


X . 


. 00 


19 . 


79 


TV TOM 


X O ^ 


OFtl 
^i<rX 


T.RTT 


D X 


X o • 


X 7 3 


1 0 

X W • 


678 


49 , 


, 580 


1 , 


. 00 


19 . 


79 




X J J 


ono 


T TTTT 


D X 


X o • 


/Of 


11 . 


243 


51 , 


. 919 


1 , 


. 00 


19 . 


79 


Al UIVl 


X J ^ 




T T?TT 


fi 1 
O X 


0 n 


0 71 

^ / X 


8 . 


.471 


51 . 


. 136 


1 ^ 


. 00 


2 . 


00 


Ai UJYl 


X J D 


f\ 
\J 


T T7TT 


D X 


o o 


70 1 


7 ^ 


.88 9 


50 . 


163 


1 ^ 


. 00 


19 . 


79 


A TOM 


X jJ b 




T VQ 
ij X O 




o n 


1 7 Q 
X / 7 


7 


.9 03 


52 


.328 


1 , 


. 00 


37 . 


57 


Ai VJFl 


Xj / 


O TV 
L-A 


T VC 
ij X o 


o z 


o n 


7 1 


c 

D . 


.567 


52 , 


597 


\ , 


. 00 


37 . 


57 


A TOM 


X J O 




T VG 
Xj X O 


o z 


o n 


m A 

' 3 X 'x 


c 

D < 


01 R 

t ^ X 3 


S4 


, 080 


\ 


. bo 


12 . 


42 


TV TOM 




or! 


T VC 


CO 

o z 


O 1 
^ X • 


1 OQ 

. X ^ 7 


7 


> X 7 D 


55 . 


. 073 


1 


. 00 


12 . 


42 


7k TOM 


1 Aft 

Xft u 


OFi 
V^iJ 


T VQ 


D^^ 


O O 


677 


7 


t V/ J X 


55 . 


, 23 9 


1 


. 00 


12 . 


42 


ATOM 


Xft X 




T VG 
XlX O 




O 


> X 7 O 


Q 

o < 


t \j 0 


•J 0 A 


258 


1 


. 00 


12 . 


42 


A TOM 
Ai vJM 


X4 ^ 


iN Zj 


T VG 
ij X o 




22 


.571 


7 


Q1 4 
. 7 X *± 


57 . 


. 624 


3_ 


. 00 


12 . 


42 


ATOM 

Ai vjr'i 


Xfi J 


v.- 


T VG 
Ij X O 




0 n 


184 


5 


. 431 


51 . 


. 708 


1 


. 00 


37 . 


57 


A i UIVl 


X^ *t 


r\ 
\J 


T VG 


c o 


o n 

^ vy • 


ft Q ft 

> O 7 O 


4 


.4 67 


51 


.448 


]_ 


. 00 


12 . 


42 


a TOM 


X ^ D 


"NT 


Af\.VJ 


C 


1 8 


94 2 


5 


. 54 3 


51 . 


. 250 


1 


. 00 


5 . 


. 93 


a TOM 


X f± D 


OZV 
^A 


Arvkj 


C 


X o . 


4 

. J o 1 


4 


.516 


50 


.4 06 


1 


. 00 


5 , 


, 93 


TV TOM 
Ai UJ^i 


TAT 
Xfr / 




2vpn 

AJvVj 


C 1 


1 C 

X Q 1 


3 9 Q 


4 


. 912 


50 


. 057 


1 


. 00 


2 , 


. 00 


IV TOM 


TAP 

XfK O 




2iPf7 


CT 


X D 1 


779 


6 


. 198 


49 < 


.253 


1 


. 00 


2 . 


, 00 


TV TOM 


1 A Q 

x^ y 




ArCj 


CT 
D O 


1 

X 3 < 


> i3 O X 


C 

o < 


764 


49 


. 236 


1 


. 00 


2 , 


. 00 


TV TOM 


XDU 




apf2 

AK.VJ 


C 

D J 


x*± < 


> *x 3 O 


c 


. 942 


48 


. 4 67 


1 


. 00 


2 . 


. 00 


ATOM 
A i \Ji*i 


X 3 X 


07 






13 


205 


g 


.281 


48 


. 192 


1 


. 00 


2 , 


. 00 


A TOM 

Ai vjjyi 


X 3^ 


"NTTJI 
iNrlX 


ZVPP 


C 


1 0 

x^ < 


71 ft 
> / X o 


7 


.423 


4 8 


.625 


1 


. 00 


2 , 


. 00 


Ai UIYl 


X O J 




a T^o 


CT 


1 o 


A O ft 

• ^ O 


c 


4 S 


4 7 


.500 


1 


. 00 


2 , 


. 00 


TV TOM 
A i VJln 


XOri 


o 


AI\.v3 


Q O 


19 


. 14 0 


4 


. 2 95 


4 9 


. 129 


1 


. 00 


5 , 


. 93 


TV TOM 


ICC 




AK-vj 


C 1 


X 7 . 


0 7 Q 


3 


. 168 


4 8 


. 640 


1 


. 00 


2 


. 00 


AiUM 


ICC 
X3 D 


TVT 


TVP 

i XK. 


C A 


X 17 1 


71 <^ 

. / X 3 


c 


ft4 


48 


.615 


1 


. 00 


12 . 


. 13 


ATOM 

AiUW 


T C T 

X3 / 


02i 

v-»A 


TVD 
i X K 


C A 


o n 


*^1 C 
> 3 X O 


c 


77 


47 


, 391 


1 


. 00 


12 


. 13 


A T'OTVA 
Ai UW 


T C Q 
X O O 


OTi 


TVP 
1 X K 


C A 


o n 


A c n 

> ^ D U 


c 


7fi4 




. 721 


\ 


. 00 


2 . 


. 00 


ATOM 


ICQ 


V-(j 


TVD 

i X K 


C A 


1 Q 
X 7 


rtcc 

. U O D 


•7 


1 CQ 
. X 0 7 


4 c 

^ D 


opn 

.zoo 


1 

X 


no 


2 


. 00 


ATOM 


160 


GDI 


i X K 


C /I 


X o 


C ft 
. O D O 


c 

0 


4 0 7 


4 R 


CI 
. ^ 0 X 




. 00 


2 


. 00 


ATOM 


Xol 


L-CjX 


TVD 
i X K 


C A 

bfk 


T O 
X / 


n c o 

. U D ^ 


c 

D 


7 0 4 


4 


oil 


]_ 


00 


2 


. 00 


ATOM 


X o ^ 




TVD 
i X K 


C A 

b *± 


X O 


A O O 
. ft z z 


Q 

0 


07 c; 


4 C 

*± D 


. 844 




. 00 


2 


. 00 


ATOM 


16 J 




TVD 

i XK 


C A 


1 O 
X / 


1 ri Q 

. X U 7 




CQ Q 
• 377 


4 C 


4 ft 7 


\ 


. 00 


2 


. 0 0 


ATOM 


164 


cz 


TYR 


64 


16 


.432 


7 


.810 


45 


.571 


1 


.00 


2 


.00 


ATOM 


165 


OH 


TYR 


64 


15 


.118 


8 


.058 


45 


.230 


1 


.00 


2 


.00 


ATOM 


166 


C 


TYR 


64 


21 


.951 


4 


.968 


47 


.710 


1 


.00 


12 


.13 


ATOM 


167 


O 


TYR 


64 


22 


.691 


5 


.711 


48 


.360 


1 


.00 


2 


.00 


ATOM 


168 


N 


GLN 


65 


22 


.349 


3 


.791 


47 


.242 


1 


.00 


2 


.00 


ATOM 


169 


CA 


GLN 


65 


23 


.675 


3 


.299 


47 


.538 


1 


.00 


2 


.00 


ATOM 


170 


CB 


GLN 


65 


23 


,582 


2 


.235 


48 


. 631 


1 


. 00 


32 


.87 


ATOM 


171 


CG 


GLN 


65 


22 


.537 


1 


.153 


48 


.353 


1 


. 00 


32 


, 87 


ATOM 


172 


CD 


GLN 


65 


21 


.813 


0 


.677 


49 


.618 


1 


.00 


32 


.87 


ATOM . 


173 


OEl 


GLN 


65 


21 


.091 


1 


.448 


50 


.266 


1 


.00 


32 


.87 


ATOM 


174 


NE2 


GLN 


65 


21 


.990 


-0 


.598 


49 


.963 


1 


.00 


32 


.87 


ATOM 


175 


C 


GLN 


65 


24 


.468 


2 


.770 


46 


.347 


1 


.00 


2 


.00 



98/150 



FIG. 3D 





1 

X / D 


r\ 
yj 


OT XT 


D J 






2 


.442 


4 R 

*s 3 • 


298 


1 


. 00 


32 , 


, 87 






KT 


a CXT 


D O 


^ 3 . 


. f o o 


0 


» ^ 1 t 


4 ^ 
*x D . 


3 3 u 




. 00 


28 . 


78 


ALUM 


T T Q 
X / O 


<^ A 
V_A 


A CXT 


O D 


z o . 


'7 4 CI 


0 




4 

4 3. 


3 0 X 


]_ 


, 0 0 


28 , 


78 


A TT^fJi 


X / y 




AoJM 


D D 


^ D . 


, 3^ O 


A 


. / *± D 


4 5 . 


218 


3^ 


00 


23 . 


2 0 


A T'/OIV/I 


Xo U 




A OXT 


O D 




. D *4 -7 


A 
U 


. X O D 


44 


"3 74 
0/4 


]|_ 


00 


23 


2 0 


A T'/^K/I 

AiOM 


Xo X 


ODX 


A GXT 


OO 




A n Q 

. rx U 27 




. 3 17 U 


4 "3 

4 J . 


44 Q 

4 4 i7 


1 


m \J\J 


23 . 


2 0 




TOO 

Xo^ 




AoM 


O O 


^ o < 


■ O / 7 


A 
\J 


• 3 7 X 


44 

44 . 


0 Q 0 




. 00 


23 . 


. 20 




Xo^ 




AoM 


O O 


^ o < 


. OO U 


■a 
o 


n t>4. 


44 . 




]_ 


. 00 


28 , 


■ 78 




Xo4 


o 


A CXT 
Ao^ 


O O 


^ o < 


. *± v -5 


o 


. 3 O D 


4*3 

4 O . 


225 


3_ 


. 00 


23 , 


. 20 


A T/^M 


X o 3 


M 




O / 


£, O . 


• 17 D -L 




. J J 3 


44 


514 


1 


. 00 


28 . 


. 28 


A T/^fJI 
AHJfl 


X O D 


L.A 


T T7TT 


o / 


£. O I 


QO ft 
• J7 ^ O 


3 


.310 


4 7 


442 


3_ 


. 0 0 


28 . 


► 28 


A i vJM 


Xo / 


L.D 


T CTT 


o / 


£t 1 


. J. V 3 


o 


717 
./XI 


44 


ni 4 

W J. *± 


3_ 


. 00 


5 


. 06 


AiUM 


1 Q Q 
X O O 




T TTTT 


c n 
D / 


^ D 


n c; ^ 

. U 3 D 


/ 


0 


44 
4 4. 


0 


1 

X 


on 


5 


0 6 


ATOM 


1 O O 

Xoy 


CJJX 


T 'CTT 


b / 


^ D 


H n "5 

. O U o 


Q 

O 


7 A 1 
. / X 


4 4 
4 4 • 


4 4^ 

. 4 4 D 


1 


on 


5 


06 


A T'/^K/r 

AlUJ^ 


Ton 
xy u 




T ITTT 


o / 




. /DO 


o 


R 7 ft 
• 3 .3 O 


44 

4 4 • 


Q4 Q 


X 


00 


5 


, 06 


ATOM 


TOT 
X7 X 


v- 


XiEiU 


o / 


O fi 

zo 




3 


n 

. U 03 


40 
4Z • 


"3 ft Q 

I .9 0 7 


X 


no 




OR 


ATOM 


TOO 
X7Z 


O 


T OTT 


o / 


O Q 

zy 


. xb y 


A 
ft 


ft 7ft 
• O / O 


40 
4Z • 


71 7 


n 

X 


no 


3 1 


0^ 

> Vi 0 




TOO 

xy J 


XT 


Xix o 


C D 

b o 


0*7 


. Doft 


A 
ft 


Qft^ 

. yob 


4 1 
4 X • 


1 "34 

> X J 4 


X 


00 

• \J\J 


4 


Ofi 

• V D 


ATOM 


194 


L.A 


Xi X b 


o o 


O Q 

Z. O 


c: O n 


A 
ft 


ft O ft 

. o z o 


A n 
4 U . 


n 0 Q 

, u ^ 7 


X 


n n 


A 

4 . 


0 

• U D 


ATOM 


195 


CB 


LYS 


d Q 
DO 


2 o 


O /I Q 


•a 


c; A 1 

. 3ft X 


1 Q 

J y . 


0 "3 "3 


X 


n n 
. u u 


"3 n 


ft Q 

. 0 7 


ATOM 


196 


CG 


LYS 


Q 
DO 


2 o 


C Q A 

. bo^t 




O T Q 

. z ^ y 


J y . 


Q fk C 

. y u b 


X 


n 0 


"3 n 


ft Q 

. 0 7 


ATOM 


197 


CD 


IjYS 


C O 
DO 


2 / 


. bbX 


X 


1 1 A 
. X Xfl 


o y . 


"7 1 A 
. / X 4 


X 


. u u 


"3 n 


ft Q 
. 0 7 


ATOM 


19o 


L.E 


XiYib 


bo 


O 

2 / 


o 

. J DZ 


A 

o 


Q C O 
. O 3Z 


ft 

J o . 


0 0 


X 


n 0 


"3 n 


ft Q 

. 0 7 


ATOM 






T ve 


a 

OO 


O 

2b 


A ET C 


_ A 


1 "3 R 
. .3 J 3 


1 7 


Q ft A 

. yob 


X 


0 0 


n 


ft Q 
.07 


ATOM 


rt 

200 


/-I 

C 


LiYS 


OO 


O Q 

2 o 


O £ Q 

. 2b y 


b 


AAA 


J y « 


> X4 .3 


X 


n n 


A 

4 ^ 


OA 
* V/ 0 


ATOM 


o A 1 

2 01 


o 


T VC 

Xi X o 


b o 


O T 

2 / 


. x^ o 


b 


. .3 X b 


"3 ft 
J o . 


7d 

> /ox 


1 

X 


no 


"3 n 


ft Q 
.07 


ATOM 


T A O 

2 02 




FKO 


b y 


o o 
2 y 


no 
. J X y 


b 


ft A T 
. O ft X 


ft 

J o . 


ft 74 


X 


no 


4 A 

4 4 


Q4 
.74 


ATOM 


o r\ "3 
2 0 J 


CD 


FKO 


b y 


"3 A 

J 0 


. / X*k 


b 


C Q ft 

. b y o 


J y . 


"3 "3 7 


T 
X 


n n 


"3 "3 


1 Q 
. X 7 


ATOM 


2 04 


CA 


PRO 


b y 


2 y 


ICC 

. Xob 


Q 

o 


A O "7 

. o z / 


"X ft 

^ o . 


HOT 
. U Z J 


X 


n n 


A A 
4 4 


Q4 
.74 


ATOM 


O c 
2 0b 


CB 


FKO 


b y 


J u 


A Q O 

. ft y z 


D 
O 


7 t^O 
. / 3Z 


"X ft 
^ o < 


.xyo 


X 


n 0 


"3 'X 


1 Q 
. X 7 


ATOM 


O ^ 
206 




FKO 


b y 


^ X 


A 7 c; 


•7 
/ 


CI ft 

. b Xo 


"X ft 

o o . 


"3 Q A 


X 


n 0 


"3 "3 

3 3 


1 Q 
. X 7 


AIOM 


o n T 
20 / 




FKO 


b y 


o n 

rfS o 


QO 

. yz 3 


f 


ft 7 
.DO/ 


.9 O < 


7fi 
> 3 / 0 


1 

X 


00 


44 


Q4 

• 7** 


AiOM 


o n Q 
2Uo 


O 


fKO 


b y 


O Q 

z y 




b 


^ R7 
• O 3 r 


J o < 




X 


00 

m \J\J 


0 3 


. 19 


ATOM 


O Q 

2oy 


XT 


TT 1? 


1 o 


o *? 


OA 


a 
o 


1 Qft 

. xyo 


.3 3 < 


QOO 
• 7^^ 


1 
X 


on 


X X 


^ ft 

.00 


Al OM 


Tin 
2X0 


LrA 




/ o 


O "7 


. b X z 


/ 


ft A ft 
. Oft O 


'3 A 

J 4 , 


^ A4 
► 344 


1 

X 


on 


1 1 

XX 


AR 
• 0 0 


ATOM 


2 X X 




XXjCj 


/ U 


o 

z b 


A O 1 
. ft Z X 


b 


ft c^A 
. O 3ft 


"3 A 

J 4 , 


> 3 U D 


1 

X 


on 

m \J\J 


X 3 


R9 
* 0 ^ 


ATOM 


2X2 




X XiHi 


1 0 


o c 
^ b 


*? Q A 

. / y ft 


3 


"3 £^ 
. 3 J 3 


"3 ^ 

J 3 . 


1 QO 

. X 7^ 


1 

X 


on 


1 R 
X 3 


ftO 
. 0 ^ 


A T'/^M 

AiOlYl 


2 X J 


CoX 


T T IT 


1 U 


O c: 


0 o o 
. z z z 


/ 


. ft 3 J 


"3 c; 
J 3 . 


0 "3 
. ^ J D 


X 


n 0 


1 R 

X 3 


RO 


ATOM 


2X4 


L.UX 


T T T 


/ O 


O "5 


QO A 

. y z ft 


b 


7 A 7 
. / ft / 


^3 A 
0 4 


Q 

.733 


X 


0 0 


1 R 

X 3 


fl 0 
. 0 ^ 


AIOM 


2Xb 




T T 'C* 

XXiiii 


•7 A 

/ o 


O "7 


o "3 n 

. Z J> u 


Q 

y 


n 7 ft 
. U / O 


^3 "3 


71 "3 
. / X^ 


n 

X 


on 

* \J\J 




^R 
• 0 0 


ATOM 


216 


0 


ILE 


•7 A 

/ 0 


O ^ 

2b 


ICC 

. J b3 


Q 

o 


O Q Q 

. yoy 


1 0 


. 0 J / 


X 


nn 


1 

X3 


ft 0 
. 0^ 


ATOM 


217 


N 


GLjY 


71 


O "7 

2 / 


Q Q A 

. oo4 


X U 


O 1 A 
. 2 Xft 


"3 "3 


. 737 


X 


nn 


33 


m 


ATOM 


218 


O A 

CA 


GLiY 


•7 T 


O *7 

2 / 


C A A 


X X 


A O ET 

.423 


"3 "3 


0 1 ft 
. Z X 0 


X 


nn 


«^ '3 
33 


n7 


ATOM 


219 


C 


GLY 


71 


2 8 


.586 


X 2 


COT 
. 32 / 




ATA 

. 0 /O 


X 


A A 


C "3 
3 3 


n 7 


ATOM 


22 0 


o 


GLY 


71 


2 y 


. 4 X y 


X 2 


A •7 1 

. 4 / X 


■3 0 
JZ 


TAT 
. X4 / 


X 


n n 
. u u 


A 7 
4 / 


7 1^ 
. / 3 


ATOM 


221 


N 


SER 


72 


2 o 


C A O 

, d02 


X J 


CA T 
. 34 J 




Q "3 ft 

. y 0 0 


X 


n n 


"3 "3 
J 3 


1^4 
. 34 


ATOM 


222 


CA 


SER 


72 


2 9 


.4 00 


14 


TIT 
. /XX 




Q 0 /I 

. y24 


X 


A A 

. 0 0 


"X "X 

■ 3 3 


C A 
• 34 


ATOM 


223 


CB 


SER 


72 


30 


.878 


14 


,285 


33 


.938 


1 


. 00 


47 


.06 


ATOM 


224 


OG 


SER 


72 


31 


.592 


14 


.895 


34 


.997 


1 


.00 


47 


.06 


ATOM 


225 


C 


SER 


72 


29 


.135 


15 


.607 


32 


.716 


1 


.00 


33 


.54 


ATOM 


226 


0 


SER 


72 


28 


.349 


16 


.563 


32 


.873 


1 


.00 


47 


.06 


ATOM 


227 


CB 


ILE 


77 


27 


.336 


15 


.379 


37 


.733 


1 


.00 


14 


.51 


ATOM 


228 


CG2 


ILE 


77 


28 


.188 


14 


.104 


37 


.638 


1 


. 00 


14 


.51 


ATOM 


229 


CGI 


ILE 


77 


28 


.142 


16 


.653 


37 


.434 


1 


. 00 


14 


.51 


ATOM 


230 


CDl 


ILE 


77 


29 


.294 


16 


. 914 


38 


.389 


1 


. 00 


14 


.51 


ATOM 


231 


C 


ILE 


77 


25 


.290 


14 


.058 


37 


.115 


1 


.00 


32 


.22 


ATOM 


232 


0 


ILE 


77 


24 


.717 


13 


.978 


38 


.207 


1 


. 00 


14 


.51 


ATOM 


233 


N 


ILE 


77 


25 


.299 


16 


.530 


36 


.838 


1 


.00 


32 


.22 


ATOM 


234 


CA 


ILE 


77 


26 


.134 


15 


.291 


36 


.771 


1 


.00 


32 


.22 



99/150 



FIG. 3E 





O 'J K 
^ ^ 3 


"NT 


V AJj 


7fl 
/ O 


Z ^ • 


1 Q7 

X 7 / 


X o • 


114 


36 


. 177 


1 , 


00 


2 . 


00 


TV T'/^IVA 


O 

^ J O 


O A 
L.A 


VAJj 


/ O 


04 


A no 


XX* 




3 6 


. 3 96 


1 ^ 


00 


2 . 


00 




O 'J "7 
Zji / 




V AJU 


/ O 


O 7 


P'^ Q 

O J 2? 


1 1 

XX. 


O X o 


3 5 


.083 


1 ^ 


00 


6 . 


06 




O Q Q 


or2i 


■\7ZiT. 
V AJj 


/ o 


0 0 


7 /T 


10 . 


2 84 


35 


.4 08 


1 . 


00 


6 . 


06 




O T Q 

^ o y 




\7aT 


1 p 




9 O Q 

Z / 17 


1 0 
X z • 


All 

*z X X 


4 

O fx 


. 177 




00 


6 . 


06 


a TOM 




o 
\^ 


V AJ-i 


/ O 




1 QP 
X 7 o 


X u • 




37 


. 133 


1 ^ 


00 


2 . 


00 




OAT 


O 


VAij 


no. 
1 o 


O ^ 


AT Q 

X 27 


X u • 


/ o o 


o o < 


. 983 


3^ ^ 


00 


6 , 


06 




O A *5 


IVT 


OVG 


n Q 




AP A 
^ O 


1 n 

X u • 


DAft 
Uft o 


7 7 
o / 


Q1 R 

> 7 X O 




00 


14 . 


03 


a TOM 


"3 A 1 


V^A 


OVG 


/ 27 


0 ^ 


112 


Q 

27 ■ 


016 


o o 


. 713 


1 , 


00 


14 . 


03 


7\ rpOM 

AiUirl 


A A 




OVG 


OQ 


O 


D D 3 


Q 

27 . 


D O D 


AO 

f* \j 


. 024 


]_ , 


00 


23 . 


50 




O A c: 


CO 


OVG 


O Q 


o 


O Q Q 


P 


O 27 X 


40 


. 861 


. 1 ^ 


00 


23 . 


50 


A TOM 






OVG 


O Q 

/ J7 


O Zl 


TOP 
X / O 




o o o 


3 8 


.975 


1 ^ 


00 


14 . 


03 


ATOM 
Ai VJIYI 




o 


OVG 


O Q 


0 '5 


1 O ft 
X z o 


7 . 


27 27 D 


3 9 


.581 


X , 


00 


23 . 


50 


7\ TOM 
Ai UP'l 


O A P 
Z ft O 




AXjA 


p n 




c;7P 


D . 


64 9 


3 8 


. 524 


1 . 


00 


14 . 


88 


ATOM 


O A Q 


oa 

^A 


AijA 


ft n 


O 


Oft 0 
f o z 


^ • 


** o o 


o o 


. 707 




. 00 


14 . 


88 


ATOM 


o P n 


on 


AIjA 


o u 




Z O X 


A 


o o v 


37 


. 783 


1 , 


. 00 


19 . 


, 57 


ATOM 






21T.2V 
AijA 


no 




R'^ 1 
OO X 


A 


27 30 


40 


. 147 




. 00 


14 . 


.88 


ATOM 


o t; o 


o 


21T 21 
AijA 


o u 


OA 


ft E^n 

O 3 w 


c 

3 • 


X V U 


40 


.820 




. 00 


19 . 


. 57 


ATOM 


o c o 


JM 


ATA 

AIjA 




o o 
z z . 


OOP 

/ z o 


A 

ft . 


A O 1 
ft U X 


ft \j 


. O O ft 


]_ 


n n 


5 


14 


A TOM 

Ai urQ 


OCA 


oa 


21T 21 


P 1 


o o 


o n 


-3 

O • 


27 l*' 27 


42 


. 0 05 


1 _ 


. 00 


5 , 


. 14 


Ai UI*i 


o c c 
^: b 3 


oia 


ATA 
AijA 


P T 


o o 
z z , 


c; n 
D D u 


c 

3 . 


U -J J 


42 


. 27 O Z 


]_ 


00 


2 0 . 


04 


A TOM 


o c ^ 


L. 


AT A 
ALjA 


P 1 

o X 


O 1 
Z X . 


c; Q 1 

D i7 o 


Z . 


27 X O 


4 o 
ft z 


04 
. Z ft D 


X • 


no 


5 , 


14 


ATOM 


^d7 


O 


AT A 

AijA 


oX 


o n 


^ P Q 
D O 27 


z . 


O O T 
/ / X 


A 1 
ft X 


A O R 
. ft Z J 


T 

X . 


no 


0 n 


n4 

. yj ft 


ATOM 


o c o 




i iK 


Q O 

oZ 


O 1 
Z X . 


c o c 
o / o 


z . 


O O O 
ZZ / 


A "1 
ft O 


PO 
. o oz 


X < 


no 


1 n 

X V/ • 


44 


ATOM 


259 


OA 

CA 


TVD 
i XK 


Q O 
OZ 


o n 
z u . 


coo 

D / Z 


X . 


ZDX 


A 

^ O 


Oft o 

./Of 


X < 


OO 


1 n 

X u 1 


44 

► ft ft 


ATOM 


O A 


. OD 


TVO 

i xK 


O O 
OZ 


O 1 
Z X . 


'3 C 
O O 3 




n o 


A A 

ft ft 


• O O V 


X 1 


OO 


1 7 

X / • 


9 Q 

• ^ 27 


ATOM 


^ O J. 


oo 


TVD 
i XK 


Q O 
OZ 


o n 
z u . 


A OO 




QOO 


A 

ft O 


1 "5 o 
. X o z 


X . 


00 


1 7 

X / . 


9 Q 

. ^ 27 


ATOM 


o ^ o 




TVD 

i xK 


o Z 


xy . 


1 c: 
O O D 


X . 


A O 


A A 

ft ft 


O 0 

. 3 / Z 


X . 


no 


17 


2 9 


ATOM 


o "5 

D J 




TVD 

i xK 


Q O 
OZ 


1 p 
X o . 


n Q 

D U i7 


_ o 
~ z . 


o o u 


4 R 
ft Ij 


"3 1 1 

. O X X 




no 


17 


. 2 9 


AiOIVl 


O ^ /I 




TVD 
i iK 


OZ 


o n 
z u . 


o p n 


X . 


0 1 o 
Z X z 


4 

ft O 


A ciO 
. ft 3 \J 




nn 


17 


2 9 


A TOM 

ATOM 


O f c 


OC "5 


TVD 
i X K 


P O 
OZ 


X . 


QC A 


_ o 
~ z . 


n c Q 

U O 27 


40 
ft / 


1 QO 
• X 27 / 




n n 


17 


2 9 


ATOM 


o ^ c 




TVD 

i xK 


Q O 

oZ 


X o . 


ft ^ o 
o o z 


z • 


D Z O 


4fi 
ft O 


A1 Q 

. OX27 


X 


no 


17 


2 9 


ATOM 

AiOM 


o £n 


ou 
OH 


TVD 
i XK 


Q O 
OZ 


1 p 
Xo . 


nA Q 


_ -a 
o • 


A O Q 
ft / 27 


AO 
ft / 


• O 3 X 


1 

X < 


nn 


17 


, 2 9 


A TOM 

AiOM 


O £ Q 




TVD 

i xK 


fl O 


1 Q 


OCI 
/DO 


X • 


ft*^ n 

oo V 


AA 

ft ft 


R^1 

• O D X 


3_ 


no 


10 


. 44 


A TOM 

Ai OIm 


O C Q 

z o y 


\J 


TVD 
i XK 


P O 


o n 

z u . 


O A^ 
Z O 


o 

z • 


0 QO 

Z 27 U 


4*^ 
ft Zj 


RRi^ 

• O O 3 


]_ 


. 00 


17 


. 29 


A TOM 

Al UIYi 


o o n 


JN 


Zl GD 
AO f 


P "5 


1 p 
X o • 


A RO 


1 

X • 


R"^ 0 

O O V 


44 

ft f* 


« o ^ o 




. 00 


5 


. 91 


A TOM 

Ai OM 


O O 1 


oa 

L.A 


21 G D 
Ao ir 


P 


1 1 


3Z o 


o 

z . 


O R 

O Z 3 


4 ^ 
ft J 


. 624 




. 00 


5 


. 91 


A TOM 


o o o 
Z 1 z 




A G D 


P "5 


X o . 


O Q Q 

. Z 27 17 


o 

z • 


27 O 27 


44 


.98 9 


1 


. 00 


26 


. 75 


A TOM 


O O "3 


oo 


A GD 
Aoir 


P 1 


X 3 . 


"5 P 

. O 3 O 


o • 


R O 
D / O 


ft o 


.021 




. 00 


26 


. 75 


A TOM 

AiOM 


O O A 


OJJ J. 


A GD 
Aof 


P 1 


X3 . 


on O 


o 

o • 


c;ftR 

> 3 O O 


40 
ft / 


.211 


3_ 


. 00 


26 


. 75 


A TOM 

AiOM 


o o c 


ono 


AGO 
Aoir 


O J 


X^l . 


O C Q 

. Z D 27 


A • 

*± • 


o i>n 


4 

ft 3 


• O 3 Q 


1 

X 


no 


^ o 


7 R 

. / 3 


A TOM 

AiOM 


O O ^ 




A GD 

Aoir 


Q "3 
O J 


1 o 
X / . 


Oftft 


1 

X < 


p xo X 


4^ 

ft D 


• ft D D 


1 

X 


00 


5 


. 91 


ATOM 


O T7 
Zll 


O 


A C D 

Aof 


Q O 
OO 


xo . 


A T n 

, 4 Xo 


u . 


01 o 

p Z X / 


4 

ft O 


QOO 

■ 27 / Z 


X 


OO 


Z Q 


7^5 

. / 3 


ATOM 


2 7 8 


N 


ATA 

ALiA 


Q A 


1 o 
X / . 


A 1 

, X O 


X . 


1 p 1 

> X O X 


40 
ft / 




X 


OO 


O 


1 9 
. X z 


ATOM 


2 79 


CA 


ALA 


o4 


T O 

X / . 


. u y y 


rv 
U . 


> X Xo 


A P 
ft O 


C P O 
. O O U 


X 


n n 


o 
o 


1 O 
. X z 


ATOM 


o o rt 
Z o 0 


OQ 


ATA 
AijA 


Q A 


1 o 
X / . 


Q A Q 

. 27^ y 


u . 


O A Q 

> Z ft 27 


A Q 

ft 27 


Q 0 n 

. 27 Z U 


X 


nn 


15 


64 


TV rn/~sikir 

ATOM 


2 81 


c 


ALA 




X D . 


O C 
. D Z D 


r\ 
U , 


A A Q 
. U ft 27 


A Q 
ft 27 


n A 1 

. U ^ O 


1 

X 


n n 


o 


1 0 
. X z 


ATOM 


282 


o 


ALA 


84 


15 . 


, 123 


-1 . 


, 025 


49 


.355 


1 


. 00 


15 


.64 


ATOM 


283 


N 


VAL 


85 


14 . 


.923 


1 , 


.176 


48 


.979 


1 


.00 


2 


.05 


ATOM 


284 


CA 


VAL 


85 


13 . 


.503 


1 . 


,203 


49 


.320 


1 


.00 


2 


.05 


ATOM 


285 


CB 


VAL 


85 


13 . 


,012 


2 . 


.652 


49 


.634 


1 


.00 


2 


.17 


ATOM 


286 


CGI 


VAL 


85 


11. 


.487 


2 . 


.690 


49 


.830 


1 


.00 


2 


.17 


ATOM 


287 


CG2 


VAL 


85 


13 , 


.718 


3 . 


.172 


50 


.883 


1 


. 00 


2 


. 17 


ATOM 


288 


C 


VAL 


85 


12 , 


. 625 


0 , 


.586 


48 


.243 


1 


. 00 


2 


.05 


ATOM 


289 


O 


VAL 


85 


11 . 


.834 


-0 , 


.321 


48 


.510 


1 


. 00 


2 


.17 


ATOM 


290 


N 


LEU 


86 


12 , 


.784 


1 , 


. 094 


47 


.026 


1 


. 00 


6 


.01 


ATOM 


291 


CA 


LEU 


86 


12 , 


. 030 


0 , 


.649 


45 


.859 


1 


. 00 


6 


.01 


ATOM 


292 


CB 


LEU 


86 


12. 


.116 


1. 


.726 


44 


.784 


1 


.00 


19 


.18 


ATOM 


293 


CG 


LEU 


86 


10 


.838 


2 . 


.271 


44 


.158 


1 


.00 


19 


.18 



100/150 



10/501002 



FIG. 3F 



ATOM 


^ I7fx 




T.TTTT 


o o 


Q 


901 


2 , 


, 763 


45 . 


248 


1 . 


00 


19 . 


18 


TV Tr^M 




ono 




o o 


11 . 


203 


3 . 


, 392 


43 . 


186 


1 . 


00 


19 . 


18 


A TOM 


Z 27 O 




T .T?TT 


o o 


12 , 


> ^ o ^ 


- 0 . 


655 


45 . 


3 07 


1 . 


00 


6 . 


01 


Al UlVl 


O Q *? 

zy / 


f\ 


T T7TT 


O D 


1 1 


RQn 

. O -7 u 


- 1 


• 0 0 J7 


44 


591 


1 , 


00 


19 . 


18 


TV rp/^vi 


O Q Q 


JN 


Aof 


n "7 


1 1 


fli 7 


- n 


Q4 R 

> 7 *z 0 


4 5 . 


64 9 


1 , 


00 


2 . 


44 




O Q Q 
^ y 7 


oa 

v-A 


AO XT 


o / 


1 d 


53 9 


- 2 


► 147 


45 . 


199 


1 . 


00 


2 . 


44 


TV T'OM 


inn 
J u u 






o / 


1 

X.J • 


■ 7Z O 


■J • 


.445 


45 . 


782 


1 . 


00 


23 . 


73 


AX 


3 U X 




AO It 


o / 


X*z • 


• O 7 X 


- 4 . 


. 710 


45 . 


341 


1 . 


00 


23 . 


, 73 


TV T'/^M 




orn 


2i CD 

M.01r 


O / 


X o • 


> J7 J Z 


- 4 


. 794 


45 . 


560 


1 . 


00 


23 . 


, 73 


ATOM 


1 n "5 

J U J 


OTiO 




O f 


14 


045 


- 5 


. 612 


44 . 


751 


1 . 


00 


23 , 


, 73 


ATOM 
Al KJrl 


"3 0 4 
J U fi 


o 


r\.Oxr 


O / 


14 


650 


- 2 . 


. 228 


43 . 


674 


1 . 


00 


2 , 


. 44 


ATOM 

Ai Dv'l 


"a o c 

O U 3 




AOxr 


ft '7 


1 A 

X 1 • 


no n 
> u z u 


_ 1 


.0 71 


43 


017 


1 _ 


00 


23 . 


. 73 


ATOM 
Ai \Jrl 


T n 
J u o 


IN 


ArCVj 


O O 


X 3 c 


► 468 


- 1 


.339 


43 . 


130 


1 . 


00 


6 . 


. 10 


ATOM 


"inn 


oa 

^A 


ArCVJ 


O O 


1 ^ 

X ^ 1 


714 




2 60 


4 1 . 


7 00 


1 ^ 


00 


6 . 


. 10 


a TOM 


u o 






o o 


14 


> "a: 7 \J 


- 0 


. 823 


40 . 


902 


1 , 


00 


16 , 


, 86 


ATOM 


1^ U 7 




AKVj 


o o 


xo < 




0 


.433 


41 . 


398 


1 . 


00 


16 . 


, 86 


ATOM 


11 n 

O X u 






RR 


1 O 

x^ < 


. 410 


0 


.571 


40 . 


797 




00 


16 , 


, 86 


ATOM 
Al Wlrl 


111 

J X X 




AKvj 


RR 
O O 


1 O 

x^ < 


14 Q 
• O rt 7 


3^ 


. 547 


39 . 


706 




00 


16 . 


. 86 


ATOM 
Ai 


J X z 




awn 


fl R 


X X ' 


01 R 
.ZOO 


2 


. 182 


3 9 . 


3 27 


1 , 


00 


16 , 


. 86 


A TOM 
Ai vJJYi 


^ X ^ 


iNlrlX 




RR 
o o 


1 n 

X \J . 


08 9 




. 943 


3 9 . 


956 


1 , 


00 


16 , 


. 86 


A TOM 




"KTMO 
INrlZ 


AXvVj 


R R 


1 1 

X X 


0 fil 

• Z O J 


1 


n 


3 8 . 


3 26 


1 , 


00 


16 . 


. 86 


A "yoiui 
AiUM 


o Xd 


/-I 


ADO 


R R 
O O 


X O 


Rzl c: 
. o O 


- n 


0 RR 
. z 3 0 


4 1 


R1 7 


]_ ^ 


0 0 


6 


. 10 


ATOM 


JXo 




ArC^ 


RR 


1 "7 

X / 


1 m 

. J V J. 


n 


14 0 


42 , 


. 512 


1 ^ 


0 0 


16 


. 86 


ATOM 

AiUM 


o X / 


TVT 
JN 


A CKT 
AoJN 


R Q 


1 "7 
X / 


> J X 3 


- n 


.100 


40 


311 


1 . 


00 


21 


. 92 


A TOM 


^XO 




A CNT 
AoiN 


R Q 


1 R 
XO 


1 "TR 


n 


R4 R 


40 


0fi7 




00 


21 


. 92 


ATOM 

Al KJn 


^xy 




a CM 

AOM 


R Q 


1 Q 
X y 


44R 




. 4(S 0 ^ 




, 178 




00 


6 


. 92 


ATOM 

Al \jn 


ion 
JZ u 




a CKT 
AOiM 


R Q 


o n 


01 n 

. Z X V 


- n 


R^4 
. 0 0 1 




. 884 




00 


6 


. 92 


A T^OM 

AiUIVl 


1 O 1 


O'PiT 
VjiJX 


A OM 

AoiN 


Q Q 


O 1 
Z X 


n R 7 




R R R 
. o 0 0 


4 n 


71 fl 
. / X 0 


2 . 


00 


6 


. 92 


A TOM 

Ai vJM 


"3 0 0 
J ^ Z 


MTkO 
ViUZ 


A CM 

AoJN 


R Q 


X y 


R Q T 
. o y X 


_ 0 


114 
. X X*z 


1 Q 

J -7 ■ 


R7R 
.3/0 




0 0 


5 


. 92 


A "yOM 


"2 O 1 
J ^ J 




A CM 
AoJN 


R Q 


1 "7 
X / 


ROT 
• O Z X 


o 


1 44 


1 Q 

J .7 . 


R1 n 

> 3 X VJ 


^ 


0 0 


2 1 


. 92 


A TOM 


1 O yl 
J ^ 4 




A CM 

AoJN 


R Q 


X o 


R04 
. O Z 1 


0 


. X 3 0 


1 R 


782 




00 




. 92 


ATOM 


IOC 


XT 


VAXt 


on 
yu 


1 R 
X o 


411 


1 


017 


3 9 


950 


1 . 


00 


2 


. 0 0 


ATOM 

Al VJItI 


IOC 


^A 


VAX) 


on 


T R 
X O 


n44 




R7Q 

.3/17 


0 ? < 


> 3 0 / 


3_ ^ 


00 


2 


. 00 


ATOM 


1 o o 


OT3 


VAXj 


on 


X / 






0 

• z 7 3 


40 


. 721 




00 


2 


. 00 


A TOM 

Ai vjr'l 


1 O Q 


001 
V^VjX 


VAJj 


on 


X 3 


Q44 


4 


. 612 


4 0 


. 995 


1 , 


00 


2 


. 00 


A TOM 

Ai Ur'l 


Q O Q 
J Z y 




V AIj 




1 R 
X O 


1 1 O 
• X X z 


c 

o 


. 324 


4 1 


.985 


1 . 


00 


2 


. 00 


Ai 


'3 1 

J J u 


/-^ 
L. 


VAXj 


Q n 


X y 


04 
. Z *x O 


c 


4 41 

. *± ^ X 


1 Q 

.J .7 . 


1 m 

. X 33 


^ 


00 


2 


. 00 


Ai vJiVl 


ITT 

o J X 


r\ 
\J 


V Aij 


Q n 
y u 


o n 


4 n Q 




.041 


3 9 


2 99 


1 , 


00 


2 


. 0 0 


ATOM 

Ai vjn 


^ ^ 4S 


TvT 
iN 


ATA 
AXiA 


y X 


1 R 
X o 


Q1 R 

. 17 J 3 


£: 

D 


n Q 

. 0 U 17 


1 fl 


. 3 7 u 


3_ ^ 


00 


2 


. 0 0 


ATOM 




v^A 


AT a 

AXlA 


y X 


1 Q 

X y 


Qo n 
• y z V/ 


■7 


R R4 
. 3 0 'x 


1 R 


. 140 


3_ _ 


0 0 


2 


. 00 


ATOM 


1 1 A 
J J 4 


on 
Co 


aT a 

AIjA 


y X 


1 Q 
X y 


•74 Q 


7 


. 0 / X 


3 V I 


> Q 3 7 




0 0 


2 


. 00 


A TOM 


lie 
J J 3 


L. 


AT A 

AXiA 


y X 


X y 


CRn 


Q 


R44 


1R 

3 0 • 


QRO 

. 7 34b 


1 

X • 


00 


2 


. 00 


A TOM 
AlUM 


•3 1 
J J O 


r\ 
\J 


AT A 

AXiA 


y X 


1 R 
X o 




Q 

y 


1 m 

. 0 .9 3 


1 Q 
3 y 


097 


X ■ 


no 


2 


00 


ATOM 


"2 "3 T 




T T 17 
i Ltti 


Q o 
y <^ 


o n 


Til 
. / J X 


Q 

y 


141 


1 Q 
3 y 


R R1 
. 3 0 3 


X < 


00 


12 


. 92 


ATOM 


O O 

33 o 


A 

CA 


T T 'C 

llji:::^ 


Q o 


o n 




1 n 
X u 


R44 
. 3 *i 


4 n 


4 m 


X . 


00 


1 0 

X z 




ATOM 


O O Q 

33 9 


CB 




Q O 

y ^ 


O T 
Z X 


O <^ 1 
. Z t3 3 


1 n 
X u 


0 Q R 

. z y 0 


4 T 
rt X 


R 1 7 
.OX/ 


1 

X . 


n n 


2 


n n 


ATOM 


34 0 


oo o 


T T C 


o o 

y ^ 


O T 
Z X 


. X O O 


X X 


R C 
. D 0 0 


4 0 


7 1 
. 0 / X 


X . 


n n 


2 


0 0 


ATOM 


341 


CGI 


ILE 


92 


20 


. 583 


9 


.100 


42 


.502 


1. 


. 00 


2 


.00 


ATOM 


342 


GDI 


ILE 


92 


21 


.274 


8 


.619 


43 


.742 


1, 


.00 


2 


.00 


ATOM 


343 


C 


ILE 


92 


21 


.397 


11 


.673 


39 


.702 


1. 


.00 


12 


.92 


ATOM 


344 


0 


ILE 


92 


22 


.570 


11 


.534 


39 


.361 


1. 


.00 


2 


.00 


ATOM 


345 


N 


LYS 


93 


20 


.726 


12 


.803 


39 


.539 


1. 


.00 


9 


.99 


ATOM 


346 


CA 


LYS 


93 


21 


.313 


13 


.946 


38 


.870 


1, 


.00 


9 


.99 


ATOM 


347 


CB 


LYS 


93 


20 


.419 


14 


.349 


37 


.697 


1 


. 00 


19 


.91 


ATOM 


348 


CG 


LYS 


93 


20 


.968 


15 


.445 


36 


.831 


1 


. 00 


19 


.91 


ATOM 


349 


CD 


LYS 


93 


19 


.986 


15 


.786 


35 


.748 


1 


.00 


19 


. 91 


ATOM 


350 


CE 


LYS 


93 


20 


.615 


16 


.681 


34 


.704 


1 , 


.00 


19 


.91 


ATOM 


351 


NZ 


LYS 


93 


19 


.611 


16 


.999 


33 


.658 


1 


.00 


19 


.91 


ATOM 


352 


C 


LYS 


93 


21 


.506 


15 


.130 


39 


.817 


1 


.00 


9 


.99 



101/150 



10/501002 



FIG. 36 



Ai vJJYl 


O D J 


r\ 
\J 


T VC 
Xi X O 




0 n 


3 J o 


JL -J < 


. 702 


40 . 


322 


1 . 


00 


19 . 


91 






IN 


T VQ 
Xi X O 




^ ^ • 


/ O J 




. 491 


40 . 


056 


1 , 


00 


7 . 


04 




cc 
^DD 


v-A 


T VQ 
Xi X o 




0 '5 
^ J . 


u o o 


1 

X o , 


.609 


40 . 


931 


1 , 


00 


7 . 


04 


ALUM. 


o bo 


/^T3 


T VC 
Xi X O 


Q A 

y ^ 


O A 


4^4 
^t J '4 


X o 


"3 ft 1 

. J O X 


41 . 


6 05 


]_ _ 


00 


2 . 


0 0 


TV T'/^IUT 


"3 c: T 




T VC 
Xi X O 


** 


94 

^ . 


R9 

O Z J 


17 


501 


42 . 


54 8 


1 , 


00 


2 . 


00 


AxUJYl 






T VC 
Xj XO 




z o • 


94 9 
z ^ z 


X / . 


• J 3 D 


4 


> V X 7 


1 ^ 


00 


2 . 


00 




"SCO 




T VG 




z o • 




1 ft 

X O . 


4fi1 

• O X 


*X J < 


976 


3^ ^ 


00 


2 . 


00 


AXUM 


"3 n 
J o U 




T VG 




9*7 




1 ft 

X O 


. J U J 


44 . 


477 


1 . 


00 


2 . 


00 


AiUM 


J b J. 


V« 


T VG 
Xi X O 


y fi 


9 "5 
Z J • 


1 ft 
X J O 


X / 




4n 

ft V « 


191 


]^ ^ 


00 


7 , 


04 




"3 O 
J O 


O 


T VC 
Xi X O 




9 4 


U J D 


1 ft 
X o 


. X Q / 


3 9 


3 74 




00 


2 . 


00 


ATOM 


o £r o 




T T7TT 

XjCjU 


y D 


9 9 


X 17 / 


1 ft 
X o 


ft "34 
. O J fx 


4 n 


. 3 V J 


3^ _ 


00 


2 , 


00 


TV rpOIUI 


Q C A 


L.A 


T TTTT 


i7 O 


9 9 


1 9 Q 
X Z 27 


9 n 

z 


. 168 


J 27 < 


> 27 X J 


1 ^ 


00 


2 . 


00 


AiUJVl 


^ C 
O O D 


Uh$ 


T T7TT 


y D 


9 n 


^ ^4 
O D fr 


9 O 

z u 


n ft 
. o u o 


J 27 . 


7^9 

1 / 3 / 


1 . 


00 


2 . 


1 8 


AlUM 


"3 

Job 




T 1711 
XlCiU 


y z) 


X . 


Q*^ 4 
y J ft 


9 n 
z u 


. J / J 


"7. ft 
J O < 


4 ft 
■ *x J O 




0 0 


2 . 


1 8 


AiUM 


JO / 




T T71T 
XlEiU 


y D 


9 n 


94 
i Z^ J 


1 Q 
X 27 


. U V J 


"3 9 
J / • 


ft fi7 

> O Q / 


3_ _ 


00 


2 . 


18 


Al\Jm 


"SCO 

^ b o 




T "CTT 


y 3 


xo « 


44 


9 n 

Z \J 




J o < 


> D ft 27 




00 


2 , 


18 


Aivjr^ 


O £ o 

ob^ 


\^ 


T fTT 


y D 


9 9 
ZZ • 


> Ob J 


91 

Z X 


. X 3 U 


ft V/ < 


ft 9 9 
• O ^ 27 


1 . 


00 


2 . 


00 


AiVJlYl 


J /U 


O 


T CTT 


y o 


9 9 
ZZ . 


9 A9 
i Z O Z 


9 1 
Z X 


. / 3 J 


4 1 

ft X . 


71 7 

> / X / 


1 . 


00 


2 . 


18 


AlUm 


J / X 


XT 


CCD 


y D 


9 4 


1 ^;ft 
. X b o 


9 1 
Z X 


. J U 3 


4 0 


.606 


3^ ^ 


00 


2 1 . 


8 9 


Ai UIYl 


"3 O 


L,A 


CCD 


y D 


9 c: 


n n Q 

. U U 27 


9 9 
z z 


. z u o 


4 1 


4 14 


3_ _ 


00 


2 1 . 


89 


ATOM 


3 73 


L.t3 


CCD 


y b 


9 C 
Z o . 


4 0 9 


9 1 
Z X 


Q Qft 

. 27 y O 


4 1 

ft X . 


1 m 

. X U X 


T 

X • 




4 6 . 


0 5 


ATOM 


374 


Oo 


CCD 


y b 


9 C 

z b . 


fi £ n 

. o b o 


9 n 
z u 


9 ft 
. b z o 


4 1 

fx X . 


19 9 

. X Z 27 


X . 


nn 


46 


05 


ATOM 


"3 T C 




CCD 


y b 


9 4 
Z 4 . 


> b f 3 


9 "3 
Z J 


. D / 27 


4 1 

fx X . 


9 1 

• Z X 3 


X < 


no 


21 . 


89 


ATOM 


•3 T ^ 

J7o 


O 


CCD 


y b 


94. 


ft4 4 


94 
Z *x 


9 9 "3 
. Z Z J 


4n 

ft U 1 


1 99 
. X z z 


X < 




46 
ft o • 


05 


ATOM 


•3 T7 
J / / 


XT 


AKvj 


y / 


94 
Zfk . 


. Xb b 


94 
Z ^ 


•^1 9 
• J xz 


49 

ft Z 1 


> Z O D 


1 

X • 


no 


23 . 


50 


ATOM 


J7o 


*^ A 

t-A 


AD/^ 

AKv9 


y / 


9 "J 
Z J . 


. O J X 


9 

Z 3 


•7 "^4 
. / J ^ 


49 

ftZ < 


914 
. Z Xft 


X < 


nn 


9*^ 

Z J • 


3 \J 


ATOM 


379 


Cs 


A DO 


y / 


ZD , 


T 9 P 

. xz o 


9 C 

z b 


Q9 
. 33 J 


49 
ftZ 


1 "34 
. X J ft 


n 

X • 


nn 


ft 

JO. 


04 


TV T^/^K* 

ATOM 


3 80 




A D/^ 

AKO 


y / 


Z o . 


. o y X 


9 

z b 


. b b J 


4 "3 
fx J 


4 94 
. ft Z ft 


X • 


nn 


ft 

JO. 


04 


Ai UiVl 


"3 Q T 
J O X 




a DO 


y / 


9 

Z O . 


9 9 ft 
1 z z o 


97 
z / 


. D O 3 


44 


.345 




00 


38 . 


04 


ATOM 


o o o 

J O 






y / 


Z O . 


. U / / 


9 9 
Z / 


. 27 D / 


4 R 
fx 3 


4 Q'? 

. ft 27 J 


T 

X • 


n n 


ft 

JO. 


n4 


ATOM 


O O "3 
JO J 




A D/^ 


y / 


Z D . 


Q n n 
> o u u 


9 ft 
Z O 


ft ft 4 
. O Oft 


4 C 
ft D 


4 9 9 
. ft z z 


T 

X < 


nn 


ft 

JO. 


04 


AlOM 


O O /I 


Tcrin 
JNrIX 


TV 


y / 


94 
Zft . 


.bob 


9 Q 

Z 27 


. D X 27 


4^ 


• J 3 X 


]^ 


nn 


38 . 


04 


ATOM 


o o c 




ADO 


y / 


9C 

Zb . 


£4 
. brl J 


9 Q 
Z 27 


n Rft 

• U30 


49 
ft / 


4*39 

. ft J 27 


X • 


nn 


1ft 

JO. 


04 

. wft 


ATOM 


"3 O f 

J o o 




A DO 


y / 


9 9 

ZZ . 


QC4 


9 ^ 
Zb 


. U J / 


4 fl 
ft U 


991 

. 27 27 X 


1 

X • 


nn 


^ J • 


50 


Ai Orl 


TOT 
JO/ 


O 


ADO 


y / 


9 

Z J . 


, J ft u 


9^; 
Z D 


ft ft 

■ O J o 


4n 
ft 1/ 


• X 3 U 


X • 


on 


38 . 


04 


Ai OlYl 


o o o 
J o o 


XT 


DDO 


Q Q 

y o 


9 1 

Z X . 


"7 Q 

. / J7 O 


9 R 
Z D 


ft 4 
. J O fx 


4 n 

ft u 


ft 71 

. O / X 




no 


46 . 


09 


AiOM 


"3 Q Q 

J o y 




DDO 


y o 


9 1 

Z J. . 




9 4 
Z ft 


. 3 Z U 


4 1 
ft X 


ft 9<^ 

. O 27 O 




. 00 


3 5 . 


22 


AIOM 


"3 Q 

J y u 


O A 

CA 


DDO 

fKO 


y o 


9 n 

Z U . 


Q 9 1 
. O / J 


9 

Z D 


«^ 9 7 
. 3 / J 


J 27 


7'^ 

* /JO 




nn 


46 . 


09 


ATOM 


J y X 


Co 


DDO 

FKO 


y o 


1 Q 

X y . 


1 n 
. b J u 


9 4 
Z 


./Of 


4 n 

ft u 


. X o o 




nn 


3 5 . 


22 


ATOM 


O Q O 

J y ^ 




ODO 


y o 


xy . 


•79 "5 
• / Z J 


94 
Zfi 


9 

. / 3 27 


4 1 
ft X 


6 ft "3 

. O O J 


X . 


nn 


35 . 


22 


ATOM 


Q Q O 

J 




FKO 


Q O 

y o 


9 n 
z u 


9 ft 
• 3Z O 


99 
Z / 


n99 
■ UZ / 


J 27 


4 nn 

. ft U w 


1 

X < 


nn 


46 . 


09 


ATOM 


3 94 


O 


FRO 


y o 


9 n 
zu 


^ 9 n 
. jZ u 


9 T 
Z / 


19^ 
. J / b 


1 ft 
J O 


99ft 
• Z Z O 


1 

X . 


nn 


J 3 • 


22 


ATOM 




XT 

N 




y y 


9 n 
z u 




9 9 
Z f 


ft ^ 

. o b 3 


4 O 


4 n 

• ft J u 


X ' 


nn 


24 . 


90 


ATOM 


3 96 


CA 


PHE 


y y 


z u 


. xyz 


9 Q 

z y 


9 ft 

. z o b 


4 n 

ft \J 


. J uo 


1 
X 


n n 


Zft • 


90 

. 27 \J 


ATOM 


3 97 


CB 


PHE 


y y 


X y 


A Q rt 

. 41 y u 


z y 


•7 A n 


4 1 
ft X 


ft c: 
. 3 O 3 


X 


n n 


1 1 

X X < 


96 

• 27 O 


AT OM 


O Q Q 

3 y O 


C(j 


DUC 

Frirj 


y y 


9 n 
z u 


19 9 
. X Z Z 


9 Q 

Z 27 


1 Q4 
. X 27 *± 


4 9 

*± z 


ft "3 1 
. O J X 


X 


nn 


11 . 


, 96 


ATOM 


399 


GDI 


PHE 


y y 


Z X 


. X b ^ 


z y 


Q "7 Q 

. o / y 


4 "a 
ft J 


A CIA 
. fl 3 ft 


1 
X 


nn 


1 1 

X X • 


96 

. 27 O 


ATOM 


400 


CD2 


PHE 


99 


19 


. 724 


27 


, 964 


43 


.338 


1 


. 00 


11 . 


.96 


ATOM 


401 


CEl 


PHE 


99 


21 


.804 


29 


.348 


44 


.556 


1 


.00 


11 , 


.96 


ATOM 


402 


CE2 


PHE 


99 


20 


.353 


27 


.418 


44 


.439 


1 


.00 


11. 


.96 


ATOM 


403 


CZ 


PHE 


99 


21 


.401 


28 


.108 


45 


.053 


1 


.00 


11 . 


.96 


ATOM 


404 


C 


PHE 


99 


21 


.420 


30 


.169 


40 


.058 


1 


.00 


24 . 


.90 


ATOM 


405 


o 


PHE 


99 


21 


.334 


31 


.381 


40 


.173 


1 


. 00 


11 , 


.96 


ATOM 


406 


N 


GLN 


100 


22 


.555 


29 


.588 


39 


.695 


1 


. 00 


11 , 


.02 


ATOM 


407 


CA 


GLN 


100 


23 


.751 


30 


.394 


39 


.462 


1 


.00 


11 , 


.02 


ATOM 


408 


CB 


GLN 


100 


24 


. 942 


29 


.520 


39 


. 089 


1 


. 00 


30 , 


.87 


ATOM 


409 


CG 


GLN 


100 


24 


.666 


28 


.644 


37 


. 920 


1 


. 00 


30 


. 87 


ATOM 


410 


CD 


GLN 


100 


25 


.797 


27 


.707 


37 


.635 


1 


.00 


30 


.87 


ATOM 


411 


OEl 


GLN 


100 


26 


.602 


27 


.945 


36 


.736 


1 


,00 


30 


.87 



102/150 



10/501 002 



FIG. 3H 



ATOM 


412 


NK2 


GLN 


100 


25 . 


870 


26 


. 622 


38 . 


399 


1 . 


00 


30 


. 87 


ATOM 


413 


Q 


GLN 


100 


23 . 


531 


31 


.470 


38 . 


397 


1 . 


00 


11 


. 02 


a TOM 


414 


n 


GLN 


100 


24 . 


109 


32 


. 553 


3 8 . 


4 95 


1 . 


00 


30 


. 87 


ATOM 


*z X 3 


N 


ASN 


101 


22 . 


746 


3 1 


. 144 


37 . 


3 63 


1 . 


00 


17 


. 49 


ATOM 


*x J. O 


OA 


ASN 


101 


22 . 


414 


32 


. 077 


36 . 


288 


1 . 


00 


17 


.49 


ATOM 




OR 


ACIM 

AOIN 


101 


23 . 


525 


32 


. 176 


35 . 


220 


1 . 


00 


4 


.38 


ATOM 


418 


CG 


ASN 


101 


24 . 


, 074 


30 


. 827 


34 , 


774 


1 . 


00 


4 


.38 


ATOM 


41 Q 


ODl 


ASN 


101 


23 . 


.393 


30 


. 060 


34 . 


, 095 


1 . 


00 


4 


.38 


ATOM 


4*? n 

rx ^ U 


Mr>9 


A^M 


1 01 

X W X 


25 . 


337 


30 


. 564 


35 . 


, 100 


1 , 


00 


4 


.38 


ATOM 


4 91 
*z ^ X 


n 


ASN 


101 


21 . 


, 044 


31 


. 739 


35 , 


, 699 


X . 


00 


17 


.49 


ATOM 


4 9 9 
1 ^ ^ 




ASN 


101 


20 . 


,607 


30 


. 602 


35 , 


, 759 


1 . 


00 


4 


. 38 


ATOM 


4 9"^ 
'a ^ ^ 


"NT 


GLN 


102 


20 , 


363 


32 


.750 


35 , 


167 


1 . 


00 


9 


. 50 


ATOM 


4 9 4 
ri ^ rt 


OA 


OT .TsJ 


102 


19 


-019 


3 2 


. 597 


34 . 


.6 03 


1 . 


00 


9 


. 50 


ATOM 


491^ 


OR 


OT .TJ 


1 (19 

X V/ ^ 


1 ft 

X 0 • 




3 3 


.916 


34 


018 


1 ^ 


00 


10 


. 21 


ATOM 


4 9^ 
1 ^ 0 


00 


OT.M 
VjrXJlN 


1 n9 


1 ft 

X 0 • 


■ 9 1 

> ^ X J 




. 035 


34 . 


991 


1 , 


00 


10 


. 21 


ATOM 




on 


VJXjIN 


1 n9 


17 . 


250 


3 6 


. 039 


34 . 


, 397 


1 . 


00 


10 


. 21 


ATOM 


4 9 A 
ri ^ 0 


OP1 


VjXjIN 


1 n9 

X 


X 0 < 


111 

> X X X 






34 . 


. 091 


1 , 


00 


10 


. 21 


ATOM 


4 9 Q 
^ 7 


IN Cj^ 




1 (19 

X Vi/ ^ 


1 7 
X / • 


> 0 7 7 


17 


.288 


34 . 


. 210 




00 


10 


. 21 


ATOM 


4 T n 




OT.M 


1 n9 

X v ^ 


1 ft 
X 0 > 


38 6 


3 1 


546 


33 


,531 


1 , 


00 


9 


. 50 


ATOM 
/i X 


fr J X 




OT.M 
OXjIN 


1 n 9 

X VJ ^ 


17 


7ft 4 

. / 0 f± 


3 1 


.107 


33 


2 56 


1 , 


00 


10 


. 21 


ATOM 


4 9 
J 




TT-TP 
X rit\. 


X U J 


1 Q 

X 7 . 


Q7 ft 

.7/0 


3 1 


.22 8 


32 , 


.844 


1 ^ 


00 


2 


. 00 


ATOM 


4 

J J 


OA 


TWR 
X nrc 


X w .3 


1 Q 
X 7 < 


922 


3 0 


2 02 


3 1 , 


. 812 


1 , 


00 


2 


. 00 


ATOM 


4 4 
ri J *± 


OR 


THP 
X nrt 


103 


2 1 


194 


3 0 


. 227 


3 0 . 


.92 0 


1 , 


, 00 


25 


. 55 


ATOM 


4 "5 R 
re J O 


001 


THP 
X nxv 


1 0"^ 

X 


21 


> ft .9 .3 


31 


. 565 


30 . 


. 460 


1 . 


. 00 


25 


. 55 


ATOM 


4') ^ 


on 9 


TUP 


1 n*^ 

X 


91 
^ X < 


099 


9 Q 


.327 


29 


, 693 


1 ^ 


. 00 


25 


. 55 


ATOM 
nX Win 


4*5 7 


ri 
\m 


TMP 

X ni\. 


X U i.3 


1 Q 

X 7 1 


7^4 

> / .7 fx 


2 8 


. 863 


32 , 


. 538 


1 , 


. 00 


2 


. 00 


ATOM 


4"^ ft 
*x J 0 


0 


THR 


103 


18 


. 84 8 


28 


. 088 


32 , 


. 232 


1 . 


. 00 


25 


. 55 


ATOM 


4 Q 

*± J -7 


IN 


nx 0 


1 (14 
X u *± 


9 n 


574 


2 8 


.6 56 


33 


. 570 


1 , 


. 00 


2 


. 12 


ATOM 
/I. X \Jl'l 


4 4 0 
fi *± U 


OA 


nx 0 


1 n4 

X U ft 


9 0 


52 5 


2 7 


.4 55 


34 


.412 


1 ^ 


. 00 


2 


. 12 


ATOM 


44 1 
ft *1 X 


OR 


fix 0 


1 (14 

X fx 


2 1 


. 704 


2 7 


.415 


35 


382 


1 . 


. 00 


27 


. 3 1 


ATOM 


44 9 


00 


£1 X 0 


1 04 

X w ft 


22 


. 953 


2 6 


. 8 54 


34 


► 7 94 


1 . 


. 00 


27 


. 3 1 


ATOM 


44 "5 


on 9 


n X 0 


104 


23 


.166 


2 5 


. 754 


34 


.034 


1 , 


► 00 


27 


. 3 1 


ATOM 


444 


"Mm 


nx 0 


1 n4 

X Uft 


94 


• X 0 0 


27 


. 434 


34 . 


. 984 


1 , 


, 00 


27 


. 31 


ATOM 


44 R 




nx 0 


1 n4 

X Wft 


9 


109 

• X V/ 7 




. 712 


34 


. 373 




. 00 


27 


. 31 


ATOM 


44 ^ 


"KIT? 9 


nx 0 


1 04 

X V/ft 


24 


. 513 


25 


. 687 


33 , 


. 788 


1 , 


. 00 


27 


. 31 


ATOM 
M.X VJITI 




p 


nx 0 


1 04 

X W/ft 


1 Q 

X 7 < 


, 252 


97 


.426 


35 


. 231 


1 


. 00 


2 


. 12 


ATOM 


4 4 R 
ft ft 0 


\J 


WT Q 

n X 0 


1 04 
X VJ ft 


1 ft 

X 0 . 


ft R 


9 


.3 71 


35 


.4 60 


1 


. 00 


27 


. 3 1 


ATOM 


4 4 Q 
•± rt 7 


"NT 
IN 


AT. A 


1 0 ^ 
X u 0 


1 ft 

X 0 


812 


2 8 


.590 


3 5 


. 669 


1 _ 


. 00 


2 


. 00 


ATOM 


4 fi 
ft 3 U 


OA 


AT. A 


1 0 

X VJ 


17 


• 0 ^ 0 


9 ft 


.6 87 


3 6 


.482 


1 


. 00 


2 


. 00 


ATOM 
Ax VjlM 


4 R 1 
4 3 J. 


OR 


AT A 

rxi-un. 


IOC 


1 1 

X / . 


Rft 1 

> 3 0 X 




0 1 

. U X J 


7 


1 ^A 

. X ^ft 




00 


17 


. 66 


ATOM 
nX WItJ 


4 9 
4 3 46 




AT. A 


1 Ot^ 

X w 3 


1 fi 

X 0 < 


• J ^ 0 


9R 


.433 


3 5 


.710 


1 


. 00 


2 


. 00 


a TOM 


4 "3 


VJ 


AT. A 


1 


1 R 

X3 


41 Q 
• fx X 7 


97 


ft7 6 
. 0 J 0 




, 240 


1 


00 


17 


. 66 


ATOM 


4 4 
ft D ft 


IN 


T .VQ 
Xj X 0 


1 o^^ 
X vj 0 


1 

xo 


707 


9ft 


ft 97 


'^4 

J fx 


.444 




. 00 


11 


. 55 




/ICC 
1 O D 


oa 


T VO 
XJ X 0 


1 0 

X U D 


1 c; 
X D 


1 0 Q 
. X U 7 


9 ft 


606 
.DUO 




■ 0 .3 3 


X . 


00 


11 


. 55 




/I cr /r 
ft o b 




T VO 
Xj X 0 


1 0 ^ 
X U D 


X D 


1 0 9 
. X U ^ 


9 Q 


07 


9 






00 


26 


. 3 6 




'ID / 




T VO 
J-l X 0 


1 0 

X u 0 


1 4 
Xft 


Q Q Q 
. i7 y 17 


'1 1 
J X 


0 1 

. U X J 


9 


71 6 
. / X 0 


1 


. 00 


26 


. 3 6 


Ax vJIrl 


A Q 
ft D 0 


^-U 


T VO 


X u 0 


1 4 
Xft 


, 0 J \J 


J X 


ft 9 
• 0 0 z 


1 

.3 X 


m ft 

. ^ X 0 


1 


00 


26 


. 3 6 


ATOM 


459 


CE 


LYS 


106 


13 


. 149 


31 


. 713 


31 


. 135 


1 


.00 


26 


.36 


ATOM 


460 


NZ 


LYS 


106 


12 


.724 


30 


.333 


30 


.676 


1 


.00 


26 


.36 


ATOM 


461 


C 


LYS 


106 


14 


.982 


27 


.132 


33 


.251 


1 


.00 


11 


.55 


ATOM 


462 


0 


LYS 


106 


13 


.892 


26 


.554 


33 


.326 


1 


.00 


26 


.36 


ATOM 


463 


N 


ARG 


107 


16 


.109 


26 


.516 


32 


.898 


1 


.00 


16 


.17 


ATOM 


464 


CA 


ARG 


107 


16 


. 131 


25 


.111 


32 


.524 


1 


.00 


16 


.17 


ATOM 


465 


CB 


ARG 


107 


17 


.491 


24 


.743 


31 


. 938 


1 


.00 


38 


.14 


ATOM 


466 


CG 


ARG 


107 


17 


.492 


23 


.395 


31 


.262 


1 


.00 


38 


. 14 


ATOM 


467 


CD 


ARG 


107 


18 


.669 


23 


.246 


30 


.326 


1 


.00 


38 


.14 


ATOM 


468 


NE 


ARG 


107 


18 


,425 


22 


.252 


29 


.275 


1 


. 00 


38 


.14 


ATOM 


469 


CZ 


ARG 


107 


17 


.632 


22 


.439 


28 


.214 


1 


.00 


38 


.14 


ATOM 


470 


NHl 


ARG 


107 


16 


.979 


23 


.593 


28 


.034 


1 


.00 


38 


.14 



103/150 



FIG. 31 





ft / X 








1 7 
X / • 




21 . 


479 


27 . 


296 


1 . 


► 00 


38 . 


14 






o 

V— 


t\.S\.\J 


X v / 


X 3 • 


790 


24 , 


179 


33 . 


697 


1 . 


, 00 


16 . 


17 


ATOM 


ft / J 


o 
vJ 




1 c\n 


1 A 

X *x . 


-7 -7 


23 , 


2 75 


33 . 


551 


1 , 


. 00 


3 8 . 


14 




ft / ft 


"NT 
IN 


Ai-iA. 


X u o 


T 

X Q • 


441 


24 . 


3 96 


34 , 


844 


1 . 


. 00 


17 . 


90 




A*! K 
ft / D 


L.A 


AJ_lA 


X u o 


X o • 


218 


23 


606 


3 6 . 


058 


1 ^ 


. 00 


17 . 


90 


A 'POM 


An 
ft / b 




2VT 21 
AXiA 


1 HP 

X u o 


1 7 

X / • 


^ ^ ft 


9^^ 


QR7 


3 7 . 


114 


1 , 


. 00 


2 , 


00 


ATOM 


AT7 




AT 2i 
AXjA 


X w o 


1 A 

Xft • 


/ 7 D 


^ o • 


753 


36 . 


609 


1 . 


, 00 


17 . 


90 




ft / O 


o 
o 


AT.a 
AXjA 


xu o 


1 A 

Xft • 




22 


7Q0 


37 . 


115 




. 00 


2 . 


00 


ATOM 


4. T Q 
ft / 


XT 

IN 


TVP 


X 7 


14 . 


219 


24 . 


944 


36 . 


502 


1 , 


. 00 


2 . 


00 




A ft r» 

ft o u 




TVP 


X ^ 17 


12 


87 5 


25 , 


158 


36 . 


987 


1 , 


. 00 


2 . 


00 


A T'OM 


ft O ± 




TVP 

1 X rC 


X u y 


X z • 




2 6 


642 


3 7 . 


069 


1 


. 00 


6 . 


75 


ATOM 


AQO 


oo 


TVP 

i X rC 


X u y 


1 T 
X X > 


1 7 Q 
X J 7 


9 


ft ft s 

> O O 3 


7 


544 


1 


. 00 


6 . 


75 


A TOM 


/I Q "3 
ft O J 


^ux 


TVP 
i X K 


X U J7 


in 

X u . 


7 Q 1 

/ 17 X 


9 


. Q / X 


38 . 


8 71 


1 


.00 


6 . 


75 


A TOM 


/I Q >1 
ft O ft 


oin 

Cl^X 


TVP 
i I K. 


1 n Q 

X U I? 


Q 


4. ft 7 
to/ 


9 fi 


8 68 


3 9 . 


314 


1 


. 00 


6 , 


75 


A TOM 


A O C 




TVP 


X u y 


1 n 
X u • 


Xfi O 


9 7 




o o < 


> o o o 


1 


, 00 


6 . 


75 


A TOM 


ft O O 


OT7'> 


TVP 


XU y 


Q 

O • 


Oft u 


97 


> 3 X X 


37 , 


106 


1 


. 00 


6 . 


75 


ATOM 


AQH 
fto / 




TVP 
X XK 


xu y 


Q 

O • 


3 X O 


97 


2 90 


38 . 


430 


1 


, 00 


6 . 


, 75 


ATOM 


A fl Q 
ft O O 


OXJ 

On 


TVP 
X XX 


X u y 


7 


9 7 R 
^ ^ o 


27 


. 3 X .9 


38 . 


878 


1 


. 00 


6 . 


, 75 


A TOM 


/I Q Q 

ft o y 


o 


TVD 
i X K 


X u y 


1 1 
X X • 


ft R 7 
0 3/ 


94 

4& ft < 


4 fi"^ 
. ft o o 


3 6 


-100 


1 


. 00 


2 . 


00 


A TOM 


AO f\ 

ft y u 


o 

O 


TVP 

i X K. 


1 n Q 
X u y 


1 fj 

X w . 


27 Z .3 


9 7 


.84 0 


3 6 


.589 


1 


. 00 


6 . 


75 


A TOM 


/I Q T 

4 y X 


TvT 


apo 


X X u 


1 o 


n9 7 

uz / 


9 4 

^ ft . 


fi*^ n 

> O J V/ 


"^4 


. / 7 3 




. 00 


20 , 


21 


ATOM 


4 y ^ 


OA 

CA 


A DO 


inn 
XXU 


XX. 


T <^ 9 
XO Z 


9 4 

Z ft . 


n4 9 

. U ft z 


J ^ < 


7 71 
. / / X 


1 

X 


on 


2 0 


2 1 


A TOM 


A O Q 


OD 


A T30 


Tin 
XX u 


1 1 
XX. 


3 J D 


9 4 

Zft . 


fi 9 ft 

. o z o 


9 

J Z 1 


4 14 

. ft Xft 


2^ 


. 0 0 


16 . 


32 


ATOM 


494 


oo 


A T30 


XX u 


1 (\ 
XU . 


CR^ 
300 


94 

Zft , 


1 9 R 
. J Z O 


1 

J X • 


9 7Q 
. Z / 7 


1 

X 


no 


16 , 


. 32 


ATOM 


>1 Q C 

4 y o 


or> 


ADO 


XX u 


1 n 
xu . 


y y u 


9 C 


1 "5 7 
. X J / 


.J u • 


OSR 
. U30 


1 

X 


00 

m \J\J 


16 , 


. 32 


A TOM 


A Q £Z 

ft y D 


In Cj 


A1\.VJ 


XXL/ 


1 n 
X u . 


1 R4 

X Oft 


24 


. 829 


28 . 


. 884 


1 


, 00 


16 < 


, 32 


A T'OM 

Al vJM 


/I Q T 

4 y / 




AKo 


Tin 

X X u 


1 n 
X u . 


f^A R 
Oft O 


94 
Z ft 


1 Qn 

• X 7 u 


97 

z / < 


R1 7 
> O X / 




. 00 


16 , 


. 32 


A TOM 


y1 O Q 

4 y o 


NrlX 


A OO 


X X u 


1 1 

XX. 


Q1 
y X o 


9 7 


7 Q Q 


27 


.780 




0 0 


16 


. 32 


A TOM 


Zl O Q 

4 y y 




apo 


Tin 

X X u 


Q 


ftj. 

O ft D 


9 


. 94 0 


26 


.78 8 




. 00 


16 . 


► 32 


A TOM 

Ai UlYl 


c n ri 
D u u 


o 


A DO 


Tin 

X X u 


1 1 
XX. 


714 
J X ft 


9 9 


^9 1 

. 3 ^ X 




7 R4 

. / 3 ft 


1 


. 0 0 


20 


. 2 1 


ATOM 

Ai 


DUX 


o 
w 


AX\,0 


XX u 


1 n 

X \J • 


' .3 Q X 


2 1 


. 793 


33 


. 482 


1 


. 00 


16 . 


. 32 


ATOM 


n o 
3 U ^ 


JN 


PT TT 


TIT 
XXX 


1 9 

X ^ • 




9 9 


n4 fi 

. Uft Q 


4 


019 

• V X7 


1 


. 00 


2 


. 0 0 


A TOM 




Pa 


PT TT 


XXX 


1 9 
x^ « 


Rnn 

> o u u 


9 n 


fi9 n 

• O ^ u 


"^4 

J ft < 


07R 

• V / O 


1 


00 


2 


. 00 


A TOM 


c n A 
jU4 




/^T TT 


111 
XXX 


1 A 
Xft . 


9R7 

. ^ o / 


9 n 


• .3 70 


"^4 
J ft 


P7 

.30/ 


1 


. 00 


23 


. 79 


ATOM 


c n c: 
D U -> 




OT TT 


111 
XXX 


1 A 
X fi . 


7 9 ft 
/ ^ o 


1 P 

X o 


. j7 O O 


4 

O fx 


.585 


1 


. 00 


23 , 


. 79 


A TOM 


c: n c 

D U D 


OT» 

v^JJ 


OT TT 


111 
XXX 


1 

X D . 


, ^ D ft 


1 ft 
X o 


77 R 

. / / 3 


7 4 

3 ft 


. 635 


1 


. 00 


23 


. 79 


A TOM 

Ai UIVl 




OCT 

OctX 


OT TT 


111 
XXX 


1 

X O > 


7 R"^ 


1 7 

X / 


fi 1 

. O 3 X 


34 


. 3 52 


1 


. 00 


23 


. 79 


A TOM 

Ai 


c: A Q 
D U O 


oco 


OT TT 


111 
XXX 


T 

X O . 


Q1 A 
, ^ / ft 


1 Q 
X y 


7 7 9 
. / / Z 


"^4 

3 ft 


.94 8 


]^ 


00 


23 


. 79 


A TOM 

Ai UN 


cr n Q 

buy 




OT TT 


ITT 
XXX 


T 1 
X X . 


0 7 9 

. y J z 


9 n 


n 9 Q 

. U Z 17 


3 3 


IRQ 

. X O 17 


3_ 


on 


2 


. 0 0 


A TOM 

AiOM 


b 1 U 


o 


OT TT 


T T T 
XXX 


1 1 
X X . 


14 1 
• Xft X 


1 Q 

X y 


1 97 
. X Z / 


"14 
3 ft 


Q >^4 




. 00 


23 


. 79 


A TOM 

ATOM 


bx J. 


XT 


T T?fT 


1 T O 

xx^ 


1 "J 
X ^ • 


n4 c 

> Uft 3 


9 n 
^ u 


• 3 7 y 


3 D 


R4 

■ 3 Ofx 


X 


no 


21 


RP 


ATOM 


C T O 


O A 

CA 


T C¥T 


1 1 *5 


1 1 
X X . 


9 R fi 

, Zoo 


9 fl 
Z U 


1 71 
. X / X 


"3 7 
3 / 




X 


on 


91 

^ X 


PR 
. o o 


A TOM 


DX J 


OD 
V-.D 


T T7TT 


1 T O 

xx^ 


T 1 

XX . 


C1 R 

. 3 X O 


9 1 
Z X 


1 SO 
. X 3 U 


ft 
3 O 


7m 

. / U X 


1 

X 


00 


g 


. 65 


A TOM 


bX4 


oo 


T ITTT 


1 T O 

X X z 


T 9 
X Z . 


R ^[ 1 
. D D J 


9 n 


ft ^5 4 
. O J ft 


3 J7 


74 fi 
. / ft o 


]^ 


on 


g 


. 65 


TV T'^^KA 

ATOM 


515 






T T O 

X X ^ 


T O 
X Z . 


ft T 1 

, O X X 


9 9 


n 7 Q 
. u / y 


4 r> 

ft u 


R c: o 
. 3 3 O 


1 

X 


nn 

. u u 


g 


. 65 


A TOM 

ATOM 


bx6 




T CTT 


T 1 O 

X X z 


T O 
X Z . 


. U O O 


T Q 

X y 


7 n 
. / u u 


4 n 
t u 


fi n R 

. O U 3 


1 

X 


nn 


5 


. 65 


ATOM 


517 


C 


LEU 


XX2 


y . 


■*7 Q O 

. / y z 


z u 


T n c 

. X U 3 


3 / 


1 1 "3 
.333 


X 


n n 


9 1 
Z X 


ft ft 
. o o 


ATOM 


518 


0 


LEU 


112 


9. 


. 156 


19 


.092 


37 


.609 


1 


. 00 


6 


.65 


ATOM 


519 


N 


VAL 


113 


9 , 


.239 


21 


.212 


36 


.851 


1 


.00 


2 


.68 


ATOM 


520 


CA 


VTUj 


113 


7 . 


.812 


21 


.344 


36 


.614 


1 


.00 


2 


.68 


ATOM 


521 


CB 


VAL 


113 


7. 


.452 


22 


.784 


36 


.139 


1 


.00 


23 


.11 


ATOM 


522 


CGI 


VAL 


113 


5, 


.945 


22 


.958 


36 


.101 


1 


.00 


23 


.11 


ATOM 


523 


CG2 


VAL 


113 


8 


. 092 


23 


.836 


37 


.059 


1 


. 00 


23 


.11 


ATOM 


524 


C 


VAL 


113 


7 


.239 


20 


.321 


35 


.639 


1 


. 00 


2 


.68 


ATOM 


525 


0 


VAL 


113 


6 


.336 


19 


.569 


35 


.991 


1 


. 00 


23 


. 11 


ATOM 


526 


N 


LEU 


114 


7 


.800 


20 


.251 


34 


.437 


1 


.00 


19 


.44 


ATOM 


527 


CA 


LEU 


114 


7 


.321 


19 


.327 


33 


.413 


1 


. 00 


19 


.44 


ATOM 


528 


CB 


LEU 


114 


7 


. 894 


19 


.701 


32 


.054 


1 


.00 


5 


.29 


ATOM 


529 


CG 


LEU 


114 


7 


.360 


21 


.018 


31 


.517 


1 


.00 


5 


.29 



104/150 



11©^; §01 



FIG. 3 J 



r\ X KJS'i 


3 J U 




T.PTl 


114 


8 . 


103 


21 . 


. 355 


30 . 


► 254 


1 . 


00 


5 


.29 




3 J -L 






114 


5 . 


862 


20 . 


. 915 


31 . 


, 278 


1 . 


00 


5 


.29 


TS. "POM 




r* 


T.PTT 


114 


7 ^ 


D V/ O 


17 


.8 69 


33 


► 714 


1 , 


00 


19 


. 44 


i\ 1 KJVl 


c; "3 
D J o 


r\ 
\J 




114 

X X *x 


6 


76 0 


17 


. 000 


33 


. 488 


1 , 


00 


5 . 


. 29 


a TOM 


3 J *x 


N 


MET 


115 


8 , 


793 


17 


. 590 


34 . 


. 227 


1 . 


00 


2 


. 00 


ATOM 


O J 3 






X X 3 


9 ^ 


12 8 


16 


. 227 


34 . 


. 565 


1 , 


00 


2 


. 00 


ATOM 




PR 


MET 


115 


10 , 


, 598 


16 


. 115 


34 . 


. 949 


1 . 


00 


7 


. 04 


ATOM 


3.9 / 




MET 


115 


11 , 


, 196 


14 


. 779 


34 . 


► 598 


1 . 


00 


7 


. 04 


a TOM 


"3 Q 
3 J O 






1 1 ^ 

X X 3 


12 . 


885 


14 


. 586 


35 


. 145 


1 , 


00 


7 


. 04 


ATOM 
i\ 1 win 


c; Q 

3 J J7 


PIT 




1 1 «^ 

X X 3 


13 , 


731 


15 


. 695 


34 


. 061 


1 , 


00 


7 


. 04 


ATOM 


D fi u 




M'PT 


1 1 R 
X X 3 


8 


.23 9 


15 


. 774 


35 


. 727 


1 , 


00 


2 


. 00 


ATOM 


3 ft X 




MT?T 


1 1 ^ 
X X 3 


o 

o • 


217 


14 


. 5 97 


36 


. 067 


1 , 


00 


7 


. 04 


ATOM 








1 1 
X X D 


7 


Ri ^ 


16 


.716 


3 6 


. 33 5 


1 . 


00 


7 


. 50 


A TOM 




V^A 


Xj X O 


1 1 
X X o 




624 


16 


.4 08 


37 


.443 


1 , 


00 


7 


. 50 


ATOM 


R A A 


PT3 


T VQ 
Xj X O 


1 1 
X X o 


O • 


748 


17 


.4 43 


38 


. 561 


1 , 


00 


25 


. 41 


ATOM 


34 3 


PP 


T VG 
Xj X O 


X X o 


•7 


PPQ 
> 007 


1 7 
X / 


• ^33 


3 27 


• 33/ 




00 


25 


. 4 1 


A TOM 


A ^ 
3ft O 


PTi 


T.VQ 
Xj X O 


1 1 
X X o 


n 

f < 


t O 3 .3 


1 ft 

X o 


. 102 


40 


. 780 


1 , 


00 


25 


.41 


ATOM 


A 
3ft / 


Pt? 


Xj X O 


1 1 
X X o 


p 

o < 


> Q 3 3 


1 7 

X / 


ft 

. O 7 3 


41 


. 893 


1 , 


00 


25 


. 41 




34 o 


JNZi 


T VC3 
1j X o 


lie 

X X Q 


p 


Til 
> J X X 


1 fi 
X o 


<^ ft 1 
. O O X 


4 

ft 3 


1 9 R 

. X ^ 3 


1 . 


0 0 


25 


, 41 


A T'OAA 


3ft y 




T VC 
Xj X O 


1 1 
X X o 


o . 


1 1 
. X O X 


1 

X D 


. ^ 27 O 


3 / 


. 044 




0 0 


7 


. 50 


ATOM 


33U 


vJ 


T VC 
Xj X O 


1 1 *c 
X X O 


ft . 


4 n Q 

1 4 U ^ 


1 

X 3 


c; 7 9 

. 3 / ^ 


7 7 
3 / 


Q9 

. O 27 ^ 


3^ ^ 


VJ \J 


25 


. 4 1 


ATOM 


30l 


M 
JN 


OVCJ 
X O 


T 1 O 
X X / 


A 

4 , 


T <^4. 
• / 04 


1 

X O 


Q Q 
. 27 27 3 


3 3 


Q7fl 

. 27 / O 


3^ ^ 


nn 

W VJ 


18 


. 55 


AiUIVl 


ceo 
33Z 


OA 
UA 


PVC 
L. X O 


1 1 o 
XX / 


O 

J . 


P 

> 3 O O 


1 

X O 


Qfl7 
. 27 O / 


3 3 


R n Q 

. 3 VJ 27 


]_ 


0 0 


1 8 


. 55 


ATOM 


C cr 
33 J 


PTl 


PVC 


1 1 "7 

XX / 


o 

^ . 


. OO 3 


1 ft 

X o 


4.91 

« *± ^ X 


3 3 


. 322 




00 


28 


. 53 


AlUM 


c c ^ 
334 


CO 


PVC 


1 1 T 
XX / 


o 


e^ R 
. OO O 


1 Q 
X 7 


9 on 

■ ^ 27 V 


3 3 


• 27 O 3 


1 

X . 


no 


28 


. 53 




c c c 
333 


O 

L. 


PVC 
C XO 


1 1 •? 
XX / 


o 

^ . 


nfl*? 

• v03 


1 K 
X o 


1 ftft 

. X O O 


74 

3 fx 


.225 


3^ ^ 


00 


18 


. 55 




c c /r 
330 


o 


OVC 
W X o 


1 1 *7 
XX/ 


X . 


Q1 Q 
. 7 X 27 


1 

X 3 


Q 1 4 

. 27 Xl 


3 3 


Q nft 

. 27 U O 


^ 


00 


28 


. 53 


Ai UJM 


c cr "7 
33 / 


KT 
INI 


T7A T 
V Aij 


1 1 R 
X X O 


ft . 


. X 3 3 


1 ^ 

X 3 


ft 4 7 

.0*4/ 


3 3 


.4 82 




00 


13 


. 50 


ATOM 


R C Q 
33 o 


Pfi 
V-A 


\7'aT 
V AXj 


IIP 
X X O 


A 
4 


• U U 3 


1 R 

X 3 


.0 86 


3 2 


.242 




00 


13 


. 50 


ATOM 
Al VjlTl 


c: C Q 
3 3 y 


oia 


\7aT 

V AXj 


1 1 W 
X X O 


c 
3 


. XV3 


1 R 
X 3 


4 7 R 
.1/3 


1 

3 X 


23 0 




00 


25 


. 80 


ATOM 


R c n 
3 D U 


PP1 


VAXj 


1 1 
X X o 


A 
*± 


QR P 
. 7 o o 


1 A 
X fx 


<^4 n 


2 9 


. 972 


1 , 


00 


25 


. 80 


ATOM 


30 J. 


PPO 


VAXj 


1 1 R 
X X O 


C 
3 


. U X *1 


1 

X o 


Q4 9 

. 27 *s ^ 


3 \J 


. 906 


3^ ^ 


00 


25 


. 80 


ATOM 

Ai ujyi 


ceo 
3dZ 


o 


VAXj 


1 1 fl 
XXQ 


yl 

4 , 


• X O 3 


X 3 


n4 


7 9 
3 ^ 


R9ft 

• 3 ^ O 




00 

VJ V 


13 


. 50 


ATOM 


30 J( 


o 
\J 


VAT. 
VAXj 


IIP 
X X o 


C 
3 


lift 
• XX o 


X 3 


• X 27 27 


33 


. 201 


1 , 


00 


25 


. 80 


ATOM 
A X \JV'l 


^ 

3 O *i 


IN 


X nxv 


1 1 Q 
X X 7 


O 


. 244 


12 


. 784 


32 


. 021 


1 ^ 


00 


29 


. 88 


A TOM 

Al vJIn 


3d 3 


pa 

^-A 


TUT? 

X rlK 


1 1 Q 
X X Z7 


o 
J 


. 3 T± O 


1 1 

X X 


■^44 

. 3 ft fx 


"^9 

3 ^ 


. 239 


2_ . 


00 


29 


. 88 


ATOM 


3 1> b 


PT3 




1 1 Q 
X X J? 


o 


. *± 3 3 


1 n 

X u 


ft 4 
. O fx 3 


3 3 


.3 86 




00 


46 


. 17 


ATOM 


3 o / 


om 


X rirc 


1 1 Q 

X X J7 


o 


. o o ^ 


q 


.54 0 


33 


. 795 


1 , 


00 


46 


. 17 


A TOM 


C ^ Q 
3 O O 


ono 


TUT? 
X flXv 


1 1 Q 
X X ^ 




. -? 3*± 


1 n 

X VJ 


. 7 96 


32 


. 961 


1 ^ 


00 


46 


. 17 


A TOM 


C C Q 


o 


TUT? 


1 1 Q 
XX^ 


o 


1 ^7 
• X33 


1 0 
X w 


• 3 3 fx 


3 v 


. 966 


2^ ^ 


00 


29 


. 88 


ATOM 


3 / U 


o 
^-^ 


TWP 


1 1 Q 
XX J7 


o 




1 0 
X v 


• ft w D 


3 V/ 


. 424 




00 


46 


. 17 


ATOM 


3 / J. 


TVT 
V* 


UTG 


ion 


4 


• ^04 


Q 

27 


Q ft9 
. 27 


3 U 


4 Qft 

• fx 27 O 




00 


11 


. 14 


ATOM 


C T O 

3 


PA 




ion 


4 


'?'7 n 

• ^ f u 


Q 

27 


9 nn 

• ^ U V/ 


9Q 

^ 27 


.2 78 


1 , 


00 


11 


. 14 


ATOM 


coo 

3 / J 


oo 


rl± o 


ion 


4 


4 o o 

. 4^ ^ 


1 n 
X u 


1 "5 Q 
. X 3 17 


9 ft 


O Q4 
. U 274 


X < 


nn 


1 9 
x^ 


• 73 


A T/^M 

Al wM 


C O y1 

3 /4 


oo 


"LIT O 


ion 
X ^ u 


A 

4 


4 e Q 
. 4 O 27 


Q 

27 


AA'i 
. fi 1 3 


9*^ 

<6 O 


7*n7 
♦ # O / 


1 

X < 


nn 


T 9 
X ^ 


. 27 3 


A TOM 

Ai UN 


c o c 
3/3 


ooo 


UTC 

rl± o 


ion 
x^ u 


c 
3 


. 4 Z O 


Q 
27 


.30/ 


9 c; 

^ 3 


ft 9 

• O ^ 3 


1 

X • 


nn 

. VJ VJ 


1 9 
X ^ 


.73 


ATOM 


576 


NDl 


ux c 


X^ U 


o 


/lie 
. 4 X O 


Q 
O 


. o o U 


9 ^^ 
Z o 


'5 n 9 

. 3 U Z 


X . 


n n 


1 9 
X ^ 


-73 


ATOM 


577 


CEl 


HIS 


120 


3 


.737 


8 


.183 


25 


.118 


1 . 


, 00 


12 


.95 


ATOM 


578 


NE2 


HIS 


120 


4 


. 947 


8 


.594 


24 


.805 


1, 


.00 


12 


.95 


ATOM 


579 


C 


HIS 


120 


5 


.432 


8 


.227 


29 


.351 


1, 


.00 


11 


.14 


ATOM 


580 


O 


HIS 


120 


6 


.454 


8 


.526 


29 


.966 


1, 


.00 


12 


.95 


ATOM 


581 


N 


LYS 


121 


5 


.271 


7 


.071 


28 


.717 


1. 


.00 


2 


.00 


ATOM 


582 


CA 


LYS 


121 


6 


.294 


6 


.036 


28 


.730 


1 . 


.00 


2 


. 00 


ATOM 


583 


CB 


LYS 


121 


5 


.700 


4 


.697 


28 


.281 


1 . 


. 00 


11 


.42 


ATOM 


584 


CG 


LYS 


121 


5 


.028 


4 


.721 


26 


.918 


1, 


. 00 


11 


.42 


ATOM 


585 


CD 


LYS 


121 


4 


.423 


3 


.362 


26 


.545 


1. 


. 00 


11 


.42 


ATOM 


586 


CE 


LYS 


121 


5 


. 478 


2 


.269 


26 


.451 


1 . 


. 00 


11 


.42 


ATOM 


587 


NZ 


LYS 


121 


6 


.495 


2 


.546 


25 


.396 


1 , 


.00 


11 


.42 


ATOM 


588 


C 


LYS 


121 


7 


.550 


6 


.349 


27 


.928 


1- 


.00 


2 


.00 



105/150 



FIG. 3K 



ATOM 


Q Q 


\j 


T VG 


1 oi 


Q 

O • 


3 


c 

3 < 


, 713 


28 


. 124 


1 , 


00 


11 . 


42 




o rt 


"NT 


A GTsT 


X ^ ^ 




t f Zj 




. 370 


27 


. 073 


1 , 


00 


13 . 


02 


A 'POM 


3 y X 


oa 

V^A 


AO IN 


1 o o 


o . 


c n c; 

O U 3 




. / O 3 


26 


220 


1 . 


00 


13 . 


02 


A TOM 


Q O 
3 17 ^ 




A CM 
AO IN 


TOO 


p 

o . 


1 ft n 

X O \J 


7 


770 


24 


, 753 


1 ^ 


00 


2 . 


00 


A TOM 


D y J 


OO 


A CM 
AolN 


X ^ ^ 


n 


C4 o 

O rx Z 


C 
o 


i 1 3 Z 


24 


9 Q "=5 

. ^ 7 ~7 


1 . 


0 0 


2 . 


00 


R TOM 


C Q yl 


or^T 


A CM 
AoJN 


TOO 
X^ ^ 


c 


^o n 

3Z V/ 


c 

o < 


• 33/ 


Z 3 


. 812 




0 0 


2 , 


00 


A TOM 




MFIO 


AOIM 


1 o o 
x^ ^ 


Q 

o • 


ft 

^ J o 


cr 

3 , 


. 3 O 3 


24 


.470 


\ , 


00 


2 . 


00 


A TOM 


oy O 


/~* 


& GM 
AOiN 


1 o o 
x^ ^ 


Q 




Q 


• V/ O 7 


^ o 


.37^ 


1 , 


00 


13 . 


02 


ATOM 






AGIST 


X ^ ^ 


1 0 

X v • 


U 7 3 


9 


. 596 


25 


. 863 


1 . 


00 


2 . 


00 


ATOM 


c; Q p 

3 17 o 


"NT 


TT T? 


TOT 
X O 


p 




Q 
-? 


. 647 


27 


. 715 


1 , 


00 


11 . 


, 02 


A TOM 
Ai ^Jln 


c; Q Q 
D y y 


oa 

^^A 




TOT 
X ^ O 


Q 

17 • 


0 ft 0 
z o z 


1 n 

X u 


. 7 w 3 


28 


. 2 83 


1 ^ 


00 


11 , 


02 


A TOM 

Al vjrl 


n 

o u u 


on 


TT I? 


xz o 


P 


X / 3 


1 1 


» 7 O 3 


2 8 


.4 34 


1 ^ 


00 


2 , 


63 


A TOM 


D u ± 




X XjCj 


1 O 
x^ o 


ft 


750 


13 


2 04 


2 9 


.0 91 


1 . 


0 0 


2 . 


63 


ATOM 


n o 
o u z 


cm 


TT 1? 


1 O "5 
X ^ o 


o 

/ • 


588 


12 


.333 


27 


. 074 


1 ^ 


00 


2 . 


63 


ATOM 


OU J 


OTil 
J. 




1 o 

XZ O 


p 


ceo 
33 J 


X3 


OCT 
• U O 3 


^ o 


. 168 




00 


2 . 


. 63 


A TOM 




o 


TT TT 
X XjCj 


X^ O 


Q 


/ 3 7 


X \J 


• 3 X** 


29 


. 671 




00 


11 . 


. 02 


A TOM 






TT T? 
X XjCj 


X^ O 


Q 

j7 • 


o 


Q 


. 825 


30 


.397 




00 


2 . 


. 63 


A TOM 


dUo 


IN 


TT T 
J.XjCt 


1 OA 
X^ ^ 


X u • 


Q"^ 9 

7 3 Z 


1 n 

X \J 


• 7 7 O 


30 


. 070 


\ ^ 


00 


18 , 


, 75 


A TOM 

Al vJIrl 


r» "7 
b U / 


OA 
L.A 


TT TT" 


1 O A 
1^ rt 


XX. 


3 U X 


1 n 

X \J 


C O Q 

.0^7 


1 

3 X 


"3 Cft 
. 3 O O 




0 0 


18 - 


75 


A "T^OM 

Al vJIYl 


b U o 


on 


T T XT 
X XjCj 


1 O A 
X^ 4 


1 0 
X z . 




1 1 

X X 


0 n R 

. Z U 3 


3 X 


R77 
. 3 / / 


3^ _ 


n n 


5 . 


83 


A TOM 


buy 


ooo 


T T T7 
X XjCj 


1 O A 
X^ 4 


1 o 
X z . 


ft Q 1 

o y X 


1 o 
X z 


C 7 Q 
. O / 7 


"X 1 
3 X 


Q9 ft 

. 7 Z O 




n n 


5 . 


83 


A TOM 


b ± U 


001 

Col 


TT IT 


1 O 4. 
XZ4 


Xo . 


b y 3 


1 n 

X U 


A 1 ft 
. 1 X O 


9 
3 Z 


c 

. O 3 U 






5 . 


83 


ATOM 


oil 


CUl 


TT C 


XZ4 


X4 . 


X / 3 


Q 

y 


n c: t= 

« U 3 3 


"3 O 
3 Z 


o n Q 

. Z VJ 7 


X . 




3 < 


83 


ATOM 


ol^ 




TT C 


1 OA 


X u . 


cn 9 


1 n 
X u 


QO C 
• 7^0 


0 
3 Z 


. 3 O 7 


1 

X t 


00 


1 ft 

xo < 


. 75 


ATOM 


ol3 


O 


TT 'C» 

ILiCi 


1Z4 


Q 

y . 


QQC 
030 


1 1 

X X 


Q1 C 

. yxo 


9 
3Z 


c n A 


X ■ 


on 


c 

3 1 


ft 7 

. O 3 


A T»OM 


614 


TVT 


OT7D 


T O C 


X u . 


coc 
b^ b 


Q 

y 


Q7ft 

. y / o 


3 3 


• 3 U 3 


1 

X < 


on 


79 

3 ^ • 


ft 1 
i O X 


A rpoivyf 


blb 


O A 

v-A 


CC*D 


IOC 

1^ b 


Q 

y . 




1 n 
xu 


m o 
. u xz 


A 
3 ** 


7 A n 


1 

X • 


on 


7 9 

3 Z • 


ft 1 

> O X 


A T'OTvA 

AlOM 


bib 


OTD 


ceo 


T o cr 
XZ 3 


Q 

y . 


oi P 


p 
o 


C 1 
. b 3 X 


"X A 
3 *± 


Q ft "3 
. 7 O J 


X . 


n n 


"3 "3 

3 J , 


0 6 


A nnoM 
AivJM 


b 1 / 


oo 


CCD 


1 O c: 
1^3 


X u . 




•7 


R Q A 
• 3 y fr 


3 3 


no c; 

. VJ Z 3 


1 

X . 


no 


3 J < 


nc 


A HP O Tut 


b 1 o 




ceo 


1 O 
1^3 


X u . 


C Q P 

i b y o 


1 n 
X u 


.373 


3 3 


Q "3 7 
. 73 / 


1 

X < 


n n 


7 0 

3 Z . 


. 81 




biy 


U 


ceo 


X^ 3 


XX . 


p n o 


Q 

y 


ft ft 1 
. O O X 


"3 C 
3 O 


1 OC 
. X z o 


1 

X ■ 


nn 


3 3 ' 


. 06 


ATOM 


o A 
o^ U 




T 1?TT 


IOC 

xz o 


X u . 


. X D 3 


1 1 

X X 


0 QQ 

• Z 7 7 


'3 C 

3 O 


. 742 


3^ 


00 


19 


. 68 


ATOM 


O^ 1 


L.A 


T eiT 


T O C 
X^ O 


X u < 


ft A Q 


1 1 

X X 


7C1 
• /OX 


•^7 

3 / 


Q "3 7 

• 73 / 


1 

X • 


00 


X 7 < 


, 68 


ATOM 

Al vJJYl 


coo 
o^^ 


OT5 

Co 


T CTT 


T O C 
XZ O 


X u . 


> 33y 


X3 


9 Afi 
• Z 'x O 


ft 
3 O 


• X D X 


1 

X • 


00 


2 


. 00 


A TOM 


b.^ o 


OO 


T eiT 


IOC 
X Z O 


1 1 

X X . 


, *±\j f 


X 3 


Q7n 

• 7 / U 


3 7 


• X 73 




, 00 


2 


. 00 


A TOM 


O /I 

b^^ 


OTM 
CJJ± 


T eiT 


IOC 

X z o 


1 o 

X^b . 


ft 

> 03 3 


X3 


« 3 O O 


3 7 


• V O 3 




. 00 


2 


. 00 


A TOM 


o c 
b^ o 




T eiT 


IOC 
X z o 


1 1 

X X . 


O^A 


1 R 
X 3 


A cn 


"3 ft 

3 O 


QRO 

« 7 O Z 


]^ 


00 


2 


. 00 


ATOM 


b ^ b 




T eiT 


IOC 
X z o 


X u . 


ft 7 

.JO/ 


1 n 

X u 


Q1 Q 

.7X7 


3 9 


.127 


1 


. 00 


19 


. 68 


ATOM 


b ^ / 




T eiT 


IOC 
X Z O 


Q 


01ft 
■ Z X o 


1 n 

X u 


. 93 7 


3 9 


. 5 03 


1 


. 00 


2 


. 00 


ATOM 


b^ o 


JM 


T.eTT 
JjCjU 


1 O "7 

xz / 


X X . 


"51 1 

. 3 X X 


X \J 


1 9 Q 

• X ^ 7 


3 7 


■ O 3 7 


1 


, 00 


23 


. 3 9 


ATOM 


COO 


OA 

CA 


T eiT 


1 O T 
xz / 


X X . 


nA n 

. Ufl u 


Q 

y 


9 1 
• ^ 3 X 


A fi 


7QA 

. / 7rl 


1 

X , 


00 


^3 


. 39 


ATOM 


con 




T eTT 


"x on 

X^ / 


X X 1 


> yyx 


p 


. U3X 


A n 


7^; R 

■ / O 3 


1 

X , 


00 


9 
*t 


00 


A TOM 


C O 1 

bo X 


oo 


T eiT 


1 OT 

xz / 


X X . 


lA c 


c 
o 


Q9 7 
. 7Z / 


3 7 


77*^ 

• / / 3 


1 

X < 


00 


O 


00 


A "yOM 


b J ^ 


OT^T 
CiJl 


T eiT 

Xj£iU 


1 o o 
xz / 


1 o 
X z . 


ftA C 


c 
3 


Q1 7 
. 7 X / 


3 7 


Q Rft 

. 7 3 O 




00 


2 


00 


AT. UM 


b J J 


OT~\0 


T eiT 
XjCjU 


TOT 

x^ / 


xu . 


"3 0 0 

, 3 y u 


c 
b 


"3 n 
. J U 3 


A n 


m ft 

. U X o 


X 


n n 


o 


00 


A "yoM 
AiOiVl 


63 4 


/-I 


T OT T 


TOT 

x^ / 


XX . 


111 

, X X X 


Q 

y 


Q 1 n 
. y X u 


A 9 


1 ftO 
. X o z 


1 

X 


n n 


9 7 


7 Q 

• 37 


A TiOM 

ALOM 


^ o c 
b-3 b 


u 




TOO 


X u . 


O "7 


y 


C 1 1 
. b3 X 


A "3 
ft 3 


HA A 


X 


n n 


0 


nn 


ATOM 


636 


N 


ASN 


128 


12 , 


.098 


10 


. 779 


42 


.387 


1 


. 00 


2 


.00 


ATOM 


637 


CA 


ASN 


128 


12, 


.267 


11 


.440 


43 


.668 


1. 


.00 


2 


.00 


ATOM 


638 


CB 


ASN 


128 


12, 


.896 


10 


.460 


44 


.659 


1 


.00 


16 


.49 


ATOM 


639 


CG 


ASN 


128 


12, 


.913 


10 


.979 


46 


.077 


1 


.00 


16 


.49 


ATOM 


640 


ODl 


ASN 


128 


12 


.031 


11 


.729 


46 


.494 


1 


.00 


16 


.49 


ATOM 


641 


ND2 


ASN 


128 


13 


. 903 


10 


.556 


46 


.839 


1 


.00 


16 


.49 


ATOM 


642 


C 


ASN 


128 


13 


. 128 


12 


.685 


43 


.542 


1 


. 00 


2 


.00 


ATOM 


643 


O 


ASN 


128 


14 


.205 


12 


.649 


42 


. 957 


1 


. 00 


16 


.49 


ATOM 


644 


N 


VAL 


129 


12 


.649 


13 


. 786 


44 


. 106 


1 


. 00 


19 


.28 


ATOM 


645 


CA 


VAL 


129 


13 


.376 


15 


. 050 


44 


. 072 


1 


. 00 


19 


.28 


ATOM 


646 


CB 


VAL 


129 


12 


.480 


16 


.199 


43 


.553 


1 


.00 


10 


.22 


ATOM 


647 


CGI 


VAL 


129 


13 


.340 


17 


.360 


43 


.058 


1 


.00 


10 


.22 



106/150 



10/501002 



FIG. 3L 



ATOM 


O'x O 




VAT. 
Vxuj 


X ^ 7 


11 . 


543 


15 . 


, 699 


42 . 


478 


1 . 


00 


10 . 


22 


ATOM 




o 


VAT. 


X ^ 7 


13 . 


769 


15 , 


3 74 


45 . 


504 


1 . 


00 


19 , 


28 


ATOM 


D 3 U 


o 


VAT. 


X ^ -7 


1 0 

X ^ < 


944 


15 . 


23 8 


46 . 


4 01 


1 . 


00 


10 . 


22 




D D ± 


M 


JtrXliZi 


X V 


15 


020 


15 . 


765 


45 . 


733 


1 . 


, 00 


13 , 


60 


/\ 1 \Ji*l 


c: 9 
O D ^ 


V_A 


IT riCi 


X J u 


15 


.44 0 


16 . 


107 


47 . 


0 84 


1 . 


00 


13 . 


60 


ATOM 


c: T 
O 3 J 






X J u 


1 R 

X3 < 


1 D O X 


14 . 


838 


47 . 


923 


1 , 


00 


3 . 


04 


A TOM 


D 34 






xo u 


X o • 


> O r v 


14 . 


. 036 


47 . 


487 


1 , 


, 00 


3 . 


04 


A TOM 


^ 


om 


DH1? 


X J VI 


X o < 


1 X J o 


14 , 


. 317 


47 . 


987 


1 . 


, 00 


3 . 


, 04 


A TOM 


030 




crfllL 


XO Vf 


1 

X Q < 


, 721 


13 . 


012 


46 . 


566 


1 , 


. 00 


3 . 


, 04 


A TOM 


C^'7 

0 3/ 


OT?1 


DMT? 


X J 


19 


23 8 


13 . 


, 595 


47 . 


575 


1 , 


, 00 


3 , 


, 04 


A TOM 


^ R « 
O 3 O 


OT?0 




X J u 


17 


.810 


12 . 


. 279 


46 . 


140 


1 . 


. 00 


3 , 


, 04 


A TOM 


0O27 


07 


JTrtC* 


X o u 


1 Q 

X 7 • 


07 8 


12 . 


. 572 


46 . 


645 


1 . 


. 00 


3 . 


. 04 


ATOM 


D D U 


o 




X J 


16 


, 63 7 


17 


03 8 


4 7 . 


. 182 


1 , 


. 00 


13 . 


. 60 


ATOM 


O O X 


o 




X o v^ 


17 


422 


17 


.179 


46 . 


. 244 


1 , 


. 00 


3 . 


. 04 


A TOM 


o o ^ 






1 ^5 1 

X J X 


16 


, 746 


17 


.677 


48 . 


■ 345 


1 , 


. 00 


2 . 


. 00 


A TOM 


D D J 


^A 


J. n A 


X J X 


1 *? 

X / < 


P7 1 

• O O X 


1 R 

X 0 1 


RPR 
> 3 0 0 


4R 


. 643 




. 00 


2 . 


. 00 


A TOM 


CCA 


OR 




X J X 


X / < 


7fi*> 

> J O 3 




• 0 


4R 

ft 0 1 


> 645 




. 00 


12 . 


. 19 


ATOM 


O O 3 


\^VjX 


J. fii\. 


X J X 


1 R 

X o < 


444 


20 


. 93 0 


49 . 


, 036 


1 . 


. 00 


12 . 


. 19 


ATOM 


^ ^ ^ 
O D t3 


ooo 


TTJP 


X J X 


1 A 

xo . 


1 QO 
• X 7 u 


2 0 


.301 


4 9 


583 




00 


12 . 


. 19 


a TOM 


'7 


L. 


TT4P 


X ^ X 


1 p 

X o . 


4. 0 4 
. Tc 4<6 


X 0 . 


243 


50 


.001 


1 


. 00 


2 . 


, 00 


ATOM 


D O O 




1 riK. 


171 

X O X 


1 7 

X / . 


• / v D 


17 


. 952 


50 


. 957 


1 


. 00 


12 . 


. 19 


a TOM 


D o y 




DPO 


1 7 O 
X J ^ 


1 Q 

X y . 


7 7 

. / 3 J 


1 R 
X 0 


1 R9 
• X 0 4^ 


3 VJ < 


072 


]_ 


. 0 0 


3 


. 54 


ATOM 

Al Vjrl 


*J T n 


OFl 


PPO 


1 70 
X ^ ^ 






1 R 
X 0 


9 1 Q 


48 


952 




. 0 0 


3 


. 2 0 


ATOM 


D / i 


OA 
L.A 


PPO 


1 79 
X J ^ 




4.4. 7 


1 7 

X t . 


R7*^ 
> 0 / 3 


51 


. 315 


1 


. 00 


3 , 


. 54 


ATOM 


O 


OQ 


PPO 


1 7 O 
X3^ 


9 1 

A X < 


PI R 
• O X 3 


1 7 

X / 1 


J. 9 R 


3 U I 


827 




. 00 


3 


. 20 


ATOM 


O / J 


OO 


PPO 


1 79 
X J ^ 


■JO 


. 3 


1 R 

X 0 < 


9RR 

• A 0 3 


4 Q 

ft i7 c 


. 661 


1 


. 00 


3 


, 20 


ATOM 


O /4 


ri 

L. 


PPO 


1 7 O 
X J ^ 




. 31 3 


1 Q 
X 7 


1 7fi 
• X J u 


R9 

3^ < 


. 189 




. 00 


3 


, 54 


A TOM 

Ai Vjrl 


b / 3 


vj 


PPO 


1 7 O 
XO ^ 


O 1 
^ X 


7 91 
. J ^ X 


1 Q 

X 17 


1 CA 
• X 0 ft 


c^7 

3^ . 


.141 


3^ 


00 


3 


. 20 


ATOM 

Ai win 


D / D 


In 


OT ISJ 


17 7 
X ^ J 


1 Q 

X J7 


PI 7 
• OX/ 


9 n 

^ VJ 


1 R7 

• X 0 J 


51 


.825 


1 


. 0 0 


4 


. 78 


A TOM 

Ai UIYl 


"7 T 


O A 

v_A 


OT KT 


17 7 
Xo O 


1 Q 

X y 


P 7 7 


0 1 

^ X 


4. 1 7 
. H X / 


c;9 
3^ 


R Q4 
. 3 7f± 


X 


. VJ VJ 


4 


. 78 


ATOM 

AX \jn 


O / O 


on 


OT M 


17 7 
X^^ 




O R ^ 
.^33 




R Q7 

• 3 17 3 


R1 

3 X 


.72 6 




. 00 


4 


. 25 


ATOM 


D /y 


oo 


OT M 


17 7 
X J O 


5 1 

^ X 


7flC 
• / U O 




^ n n 

. 3 V/ VJ 


3 X 


. 244 




. 00 


4 


. 25 


ATOM 

Ai vjn 


con 

O O U 


OFl 


OT TVT 


17 7 
XoO 


^ X 


P4. O 
• Ort ^ 




1 n7 

• X U J 


4 Q 

ft Z7 ' 


77fi 


1 

X 


00 

• VJ 


4 


9 R 
• ^ 3 


ATOM 


O O X 


OTTI 


<^T M 


1 77 
± J ^ 




Q7 P 
• y O O 


9 1 
^ X 


7R9 
. / 0^ 


4 Q 

ft y 


717 

* J X J 


1 

X 


00 

m \J\J 


4 


. 25 


ATOM 


Q O 
O o Z 




OT .M 


17 7 
X^ ^ 






99 


1 RR 
• X 3 0 


4Q 

ft 27 


• vox 


1 


. 00 


4 


. 25 


A TOM 


O O J 




OT ."NT 


17 7 
Xo o 


1 P 

X o 


4. Q1 

. ft 17 X 


9 1 

^ X 


• 0 0 *x 


3 J 


. 261 




. 00 


4 


. 78 


A TOM 


£ Q /I 


\J 


OT TvT 


17 7 
Xo J 


1 *? 

X / 


4. 7 R 
. *t J o 


9 1 

^ X 


con 


^^9 
3^ 


. 614 


]_ 


. 00 


4 


. 2 5 


A TOM 


Q 

O O 3 


JN 


T VO 


17 4. 
X J ft 


1 p 
X o 


c;4. 7 
• 3 f± O 


9 1 

^ X 


Q 1 7 

. Z7 X J 


Ci4 

3*± 


R7n 

. 3 / VJ 




. 0 0 


33 


. 73 


ATOM 


O O D 


OA 


T .VQ 


1 74. 
X ^ ri 


17 


7 4 7 


22 


.134 


55 


.3 73 


1 


. 0 0 


33 


. 73 


ATOM 


APT 


0"R 


T.VQ 


1 74. 
X Jfi 


1 1 

X / 


CA 1 
• O 'x X 


9 1 

^ X 


flfi9 
• 0 0 ^ 


3 0 


RR7 

.03' 


1 


. 00 


32 


. 87 


ATOM 


boo 


OO 


T VG 


1 7A 


1 "7 
X / 


. / 


9 n 


7 7Q 


R7 
3 / 


• ^ ^ 3 


]_ 


00 


32 


. 87 


ATOM 




on 


T VC 


1 74. 
X J4 


1 

X D 


7 (^O 


1 Q 

X Z7 


• 0 0 r 


R7 
3 f 


. 154 




, 00 


32 


. 87 


ATOM 


con 
b y u 


OI? 


T VQ 


1 74. 
X J 4 


1 C 
X o 


4.77 


1 fl 

X 0 


1 ^C 
. X 30 


R7 

3 / 


41 R 
• ft X 0 




, 00 


32 


. 87 


A TOM 


by ± 


vr'7 


T VO 




1 "7 

X / 


O P O 


1 7 
X / 


ACX 
. ft 0 


^C 
30 


7 c;7 


1 

X 


. VJ u 




• Or 


A "yOM 

Ai Url 


C Q O 

b y ^ 


L. 


T VO 
1j X O 


1 7 A 
X J 


1 C 
X o 


^ c; R 


9 7 


4. R9 
. fx 0 ^ 


3 3 


.22 0 


1 

X 


00 

• VJ VJ 


77 


, 73 


A TOM 


^ Q 'a 

b y J 




T VO 

1j X o 


1 7 A 
X J 4 


1 

X 3 


4 •? 7 


9 7 


. 3 fx X 


3 3 


1 ^9 
. X 3 ^ 


1 


. 0 0 


32 


. 8 7 


ATOM 


D y 4 


"NT 
JN 




± J 3 


X / 


A /l cr 
♦ 4 3 


9 4. 


c; P 
. 3 3o 


33 


1 ^CQ 
. X 0 y 


T 
X 


n 0 

. VJ VJ 


A 7 
ft / 


77 
. / 3 


ATOM 


695 


CA 


THR 


135 


16 


.883 


25 


.905 


55 


.046 


1 


.00 


47 


.73 


ATOM 


696 


CB 


THR 


135 


17 


.509 


26 


.874 


56 


.046 


1 


.00 


14 


.84 


ATOM 


697 


OGl 


THR 


135 


18 


.863 


27 


■ 134 


55 


.663 


1 


.00 


14 


.84 


ATOM 


698 


CG2 


THR 


135 


17 


.472 


26 


.278 


57 


.447 


1 


.00 


14 


.84 


ATOM 


699 


C 


THR 


135 


16 


.987 


26 


.548 


53 


.673 


1 


.00 


47 


.73 


ATOM 


700 


0 


THR 


135 


17 


. 947 


26 


.333 


52 


. 935 


1 


. 00 


14 


.84 


ATOM 


701 


N 


LEU 


136 


16 


. 040 


27 


.442 


53 


.412 


1 


. 00 


2 


.00 


ATOM 


702 


CA 


LEU 


136 


15 


. 947 


28 


.175 


52 


.161 


1 


.00 


2 


.00 


ATOM 


703 


CB 


LEU 


136 


14 


.675 


29 


.013 


52 


.200 


1 


.00 


7 


.33 


ATOM 


704 


CG 


LEU 


136 


14 


.233 


29 


. 957 


51 


. 082 


1 


. 00 


7 


.33 


ATOM 


705 


GDI 


LEU 


136 


14 


.722 


29 


.512 


49 


.713 


1 


. 00 


7 


.33 


ATOM 


706 


CD2 


LEU 


136 


12 


.702 


30 


.046 


51 


.146 


1 


.00 


7 


.33 



107/150 



iO/501002 



FIG. 3M 



ATOM 


707 


Q 


LEU 


136 


17 . 


183 


29 


. 042 


51 , 


. 963 


1 . 


00 


2 . 


00 




708 


o 


LEU 


13 6 


17 . 


423 


29 


, 556 


50 . 


. 879 


1 . 


00 


7 . 


33 


a TOM 


7nQ 


N 


GLU 


13 7 


17 . 


952 


29 


. 217 


53 . 


. 034 


1 . 


00 


31 , 


36 


a TOM 


710 


CA 


GLU 


13 7 


19 . 


174 


29 


,997 


52 . 


. 971 


1 . 


00 


31 . 


36 


a TOM 


71 1 
/XX 


PR 


r?T,TT 

OXjU 


13 7 


19 . 


468 


30 


.699 


54 . 


. 311 


1 . 


00 


31 . 


26 


f\ ± Wi"! 


71 0 
/ x^ 






l'^ 7 

X ^ / 


18 . 


689 


31 


. 988 


54 . 


. 571 


1 . 


00 


31 . 


26 


ATOM 


71 7 


^XJ 


GLU 


137 


17 . 


217 


31 


. 746 


54 . 


. 824 


1 . 


00 


31 . 


26 


n X 


71 a. 


OPI 


\J±JKJ 


1 ^^7 

X«3 / 


16 . 


874 


31 


. 316 


55 . 


. 954 


1 . 


00 


31 . 


,26 


ATOM 


71 R 

/ X 3 


OP9 


wXJU 


117 

XJ / 


16 . 


408 


31 


. 995 


53 , 


. 897 


1 . 


00 


31 . 


,26 


I\ X 


/ X o 




dJ .TT 
OXj w 


1 17 
X J / 


20 . 


308 


29 


. 046 


52 , 


. 643 


1 . 


00 


31 . 


,36 


M X \JV'l 


71 7 
/ X / 


<J 


OT.TT 


1 T 7 

X O / 


21 . 


187 


29 


. 365 


51 , 


. 843 


1 . 


00 


31 . 


, 26 


ZiT'OM 
X KJrl 


71 ft 
/ X o 


M 




1 7 ft 

X J o 


2 0 . 


296 


27 


.885 


53 


. 2 90 


1 . 


00 


18 , 


, 21 


ATOM 


71 Q 


V-A 


rtT.TT 


13 8 


21 . 


323 


2 6 


. 876 


53 


. 059 


1 . 


00 


18 . 


, 21 


ATOM 




PR 


ni.TT 


13 8 


2 1 . 


201 


25 


.760 


54 


. 080 


1 , 


00 


15 . 


. 04 




7 91 
/ ^ X 


P<^ 


ni.TT 

vjrXtLi 


1 7fl 

X i3 O 


2 1 . 


529 


26 


. 161 


55 


. 492 


1 . 


00 


15 . 


, 04 


ATOM 
AX S^lTl 


7'? 9 


pn 


m.TT 

VjXjU 


1 "IR 
X J o 


21 . 


167 


25 


. 065 


56 , 


. 475 


1 . 


00 


15 , 


. 04 


A TOM 


/ ^ .3 


O'PI 


OT.TT 

wXJU 


1 R 
xo o 


20 . 


996 


25 


.3 88 


57 


. 667 


1 . 


00 


15 . 


. 04 


A TOM 
r*X Wfl 


7*? A 


0'P9 


VjXjU 


1 m 

xo o 


21 . 


046 


23 


. 881 


56 


. 049 


1 . 


00 


15 , 


. 04 


A TOM 


7 9 


c 


PT.TT 


xo o 


2 1 . 


215 


2 6 


.2 64 


51 


. 668 


1 , 


00 


18 . 


. 21 


ATOM 


79 




OT.TT 


X J o 


2 2 . 


184 


25 


. 6 93 


51 


. 167 


1 . 


00 


15 . 


. 04 


ATOM 


7 9 7 




rTic* 


1 Q 

X o ^ 


2 0 . 


02 6 


2 6 


.3 81 


51 


. 078 


1 . 


00 


16 . 


. 05 


A TOM 


7 9ft 


pa 
A 


PHP 


1 7 Q 

X J 7 


1 9 . 


706 


2 5 


. 843 


49 


. 766 


1 . 


00 


16 . 


. 05 


A TOM 


"7 9 0 


PR 




1 Q 

X J 7 


18 . 


343 


2 6 


.3 91 


4 9' 


.310 


1 . 


00 


31 . 


. 2 9 


ATOM 
AX 




pn 


IT mil 


1 '5 Q 

X.J J7 


1 7 
X / • 


fl4 7 


9 R 


.800 


48 


. 009 


1 , 


00 


31 , 


. 29 


ATOM 
A X VJi*l 


TX'X 
/ ^ J. 


PTil 
^UX 




1 "5 Q 
X J 7 


1 7 
X f • 




24 


. 422 


47 


. 802 


1 , 


00 


31 . 


.29 


A TOM 

AX ^M^iri 


7*1 9 


pn9 




X J 7 


17 . 


R<^ 
o o ^ 


26 


. 619 


46 


. 982 


1 , 


00 


31 , 


, 29 


A TOM 
AX WlTl 


'7*5 "5 


PTTI 
V_ III X 




1 Q 

X J 17 


17 . 


467 


23 


. 867 


46 


. 588 




00 


31 . 


. 29 


ATOM 
A X KJrl 


/ J** 


PI?9 




1 Q 

X J 17 


16 


96 7 


2 6 


. 0 82 


45 


.760 


1 . 


00 


31 . 


. 2 9 


A TOM 
A X yjVi 


7 


P7 


PT4P 


1 Q 

X J 7 


17 . 


008 


24 


.703 


45 


. 561 


X . 


00 


3 1 


. 2 9 


ATOM 
A X 


7 "5 

/JO 






1 Q 

X J 7 


9 o 


786 


2 6 


.105 


4 8 


.709 


1 . 


00 


16 


. 05 


ATOM 
A X KJV'i 


"7 "3 




PHT? 


1 Q 

X J 17 


2 1 . 


061 


2 7 


256 


48 


. 350 


1 , 


00 


31 


. 29 


ATOM 


/JO 


IN 


\JlJV* 


1 4 n 

Xri U 


2 1 . 


414 


9 R 


.03 6 


4 8 


2 31 


\ , 


00 


2 


. 00 


A TOM 
A X wn 


7"? Q 


pa 

v-A 


VJrXJlN 


140 
X*± \f 


22 . 


•± o o 


25 


. 157 


47 


. 241 


1 . 


00 


2 


. 00 


ATOM 


T A n 


PR 




14 0 
X^x U 


9*? 


R9 0 


94 


Ql 1 

. J7 X X 


47 


. 898 


1 , 


00 


31 


. 26 


ATOM 
AX ^1*2 


74 1 
/ ^ X 


pr! 


riT.TSl 


1 40 


24 . 


7 Q O 


25 


. 054 


46 


. 954 


1 . 


00 


31 


.26 


ATOM 
AX KJiyi 


74 9 


pn 


OXuN 


1 4 O 
X *x V 


26 , 


264 


25 


. 266 


47 


. 672 


1 . 


00 


31 


.26 


ATOM 
A X KJi'l 




OT?1 




14 0 

X *4 U 


2 6 . 


3 8 6 


2 6 


. 183 


48 


. 482 


1 , 


00 


31 


. 26 


ATOM 
A X KJVi 


74 4 




GLN 


14 0 


27 , 


2 53 


24 


.416 


47 


. 3 86 


1 . 


00 


31 


. 26 


A TOM 
A X Kjl'l 


74 R 




GLN 


14 0 


22 . 


2 87 


24 


.258 


46 


. 020 


1 . 


00 


2 


. 00 


A TOM 
A X yjv'i 


74 <^ 




vjXjIM 


14 0 
Xrt \J 


22 . 


262 


24 


.757 


44 


. 894 


1 . 


00 


31 


. 26 


a TOM 


"74 "7 




acp 


141 
Xrx X 




1 RR 

1 XOQ 


9 9 


Q4 ^ 

• 7rt o 


46 


.230 


\ ^ 


00 


10 


. 22 


A TOM 


74 fl 


pa 


aQP 

AO XT 


141 


22 . 


022 


22 


.008 


45 


. 125 


1 . 


00 


10 


. 22 


A X \Ji*l 


74 0 


PR 


acp 

AO XT 


141 
X*! X 


9*1 


1 t^9 

> X 3^ 


90 


. 7 O 


•± -J 


. 123 


1 , 


00 


13 


. 10 


ATOM 


*? n 


PP 


aQP 

Ao f 


14 1 
X ^ X 


94 


R94 


9 1 

^ X 


fil 
. O X o 


45 


. 146 


1 ^ 


00 


13 


. 10 


A TOM 
AX VJl^ 


7 1 
/ J X 


om 


aQP 

AO c 


141 
X ri X 


24 . 




22 


. 666 


44 


. 515 


1 . 


00 


13 


. 10 


a TOM 
A X KJi*! 


7^9 


on9 


aQP 

AO±r 


14 1 
X X 


9 R 


.418 


2 1 


.070 


45 


. 815 


1 . 


00 


13 


. 10 


TV TT^M 


/ O J 




aQP 

AO XT 


14 1 
Xfl X 


9 O 


ft4 


9 1 

^ X 


9 ft R 


4 5 


. 179 


1 _ 


00 


10 


. 22 


ATOM 


754 


0 


ASP 


141 


19 . 


, 991 


21 


.323 


46 


.199 


1 . 


00 


13 


. 10 


ATOM 


755 


N 


VAL 


142 


20. 


.308 


20 


.675 


44 


.055 


1. 


00 


6 


.00 


ATOM 


756 


CA 


VAL 


142 


19, 


.070 


19 


.901 


43 


.923 


1. 


00 


6 


.00 


ATOM 


757 


CB 


VAL 


142 


18, 


.043 


20 


.631 


43 


.043 


1. 


00 


2 


.00 


ATOM 


758 


CGI 


VAL 


142 


16, 


.789 


19 


.783 


42 


.866 


1. 


00 


2 


.00 


ATOM 


759 


CG2 


VAL 


142 


17 , 


.696 


21 


. 962 


43 


.672 


1 . 


00 


2 


.00 


ATOM 


760 


C 


VAL 


142 


19, 


.425 


18 


.552 


43 


.296 


1 . 


,00 


6 


.00 


ATOM 


761 


0 


VAL 


142 


20 , 


.270 


18 


.486 


42 


.412 


1, 


, 00 


2 


.00 


ATOM 


762 


N 


TYR 


143 


18 , 


.814 


17 


.475 


43 


.789 


1. 


, 00 


3 


.45 


ATOM 


763 


CA 


TYR 


143 


19, 


.089 


16 


.130 


43 


.289 


1. 


, 00 


3 


.45 


ATOM 


764 


CB 


TYR 


143 


19 


.607 


15 


.227 


44 


.405 


1. 


.00 


2 


.80 


ATOM 


765 


CG 


TYR 


143 


20 


.990 


15 


.557 


44 


.878 


1, 


.00 


2 


.80 



108/150 



FIG. 3N 



ATOM 


766 


GDI 


TYR 


143 


21 . 


217 


16 


. 619 


45 


. 739 


1 . 


00 


2 


.80 


ATOM 


767 


CEl 


TYR 


143 


22 . 


493 


16 


, 932 


46 


. 171 


1 . 


00 


2 


. 80 


ATOM 


768 


CD2 


TYR 


143 


22 . 


078 


14 


. 813 


44 


.459 


1 . 


00 


2 


.80 


ATOM 


76 9 


CE2 


TYR 


143 


23 . 


362 


15 


. 120 


44 


. 882 


1 . 


00 


2 


.80 


ATOM 


770 


CZ 


TYR 


143 


23 . 


567 


16 


. 184 


45 


. 736 


1 . 


00 


2 


. 80 


ATOM 


771 


OH 


TYR 


143 


24 , 


849 


16 


.513 


46 


. 129 


1 . 


00 


2 


.80 


ATOM 


772 


c 


TYR 


143 


17 . 


, 848 


15 


. 509 


42 


. 691 


1 . 


00 


3 


.45 


ATOM 


773 


o 


TYR 


143 


16 . 


, 846 


15 


.331 


43 


.376 


1 . 


00 


2 


. 80 


ATOM 


774 


N 


LEU 


144 


17 . 


, 915 


15 


. 193 


41 


.401 


1 . 


00 


20 


.45 


ATOM 


775 


CA 


LEU 


144 


16 . 


, 789 


14 


. 578 


40 


. 694 


1 . 


00 


20 


.45 


ATOM 


776 


CB 


LEU 


144 


16 . 


, 635 


15 


. 173 


39 


.284 


1 . 


00 


5 


. 98 


ATOM 


77 7 


CG 


LEU 


144 


16 . 


, 571 


16 


. 690 


39 


. 101 


1 . 


00 


5 


. 98 


ATOM 


778 


GDI 


LEU 


144 


16 , 


,787 


17 


. 000 


37 


. 651 


1 . 


00 


5 


. 98 


ATOM 


77 9 


CD2 


LEU 


144 


15 . 


246 


17 


. 268 


39 


. 574 


1 , 


00 


5 


. 98 


ATOM 


780 




LEU 


144 


17 , 


. 032 


13 


. 078 


40 


. 575 


1 . 


00 


20 


.45 


ATOM 


781 


o 


LEU 


144 


18 . 


. 152 


12 


. 639 


40 


. 286 


1 , 


00 


5 


. 98 


ATOM 


782 


N 


VAT. 


145 


15 . 


. 991 


12 


, 294 


40 


. 835 


1 , 


00 


6 


. 79 


ATOM 


f O J 




VAT. 


14 S 

X *Z «7 


16 . 


. 102 


10 


. 841 


40 


- 738 


1 . 


00 


g 


. 79 


ATOM 


784 


CB 


VAT. 


145 


15 . 


. 889 


10 


. 161 


42 


. 113 


1 . 


00 


2 


. 00 


ATOM 


785 


CGI 


VAL 


145 


15 , 


, 824 


8 


. 671 


41 


. 951 


1 , 


00 


2 


. 00 


ATOM 


786 


CG2 


VAL 


145 


17 , 


. 015 


10 


. 525 


43 


. 056 


1 . 


00 


2 


. 00 


ATOM 


787 




VAL 


14 5 


15 . 


. 124 


10 


.269 


39 


. 720 


1 . 


00 




. 79 


ATOM 


78 8 


o 


VAL 


14 5 


13 . 


, 911 


10 


.416 


39 


. 853 


1 . 


00 


2 


. 00 


ATOM 


789 


N 


MET 


146 


15 . 


. 652 


9 


. 658 


38 


. 671 


1 . 


00 


19 


. 74 


ATOM 


790 


CA 


MET 


146 


14 . 


. 792 


9 


. 060 


37 


. 657 


1 . 


00 


19 


. 74 


ATOM 


791 


CB 


MET 


146 


14 . 


, 943 


9 


. 773 


36 


.319 


1 . 


00 


10 


. 11 


ATOM 


792 


CG 


MET 


146 


14 . 


. 723 


11 


. 253 


36 


. 405 


1 , 


00 


10 


. 11 


ATOM 


793 


SD 


MET 


14 6 


16 . 


.115 


12 


.116 


35 


. 673 


1 . 


00 


10 


. 11 


ATOM 


794 


CE 


MET 


14 6 


17 . 


. 511 


11 


. 529 


36 


. 681 


1 . 


00 


10 


. 11 


ATOM 


795 


Q 


MET 


14 6 


15 . 


. 189 


7 


. 607 


37 


. 533 


1 . 


00 


19 


. 74 


ATOM 


796 


Q 


MET 


14 6 


15 . 


. 972 


7 


. 101 


38 


.329 


1 . 


00 


10 


. 11 


ATOM 


797 


N 


GLU 


147 


14 . 


. 654 




. 934 


36 


. 526 


1 . 


00 


2 


. 00 


ATOM 


798 


CA 


GLU 


14 7 


14 , 


. 961 


5 


. 531 


36 


. 312 


1 . 


00 


2 


. 00 


ATOM 


799 


CB 


GLU 


147 


13 . 


. 923 


4 


. 906 


35 


, 419 


1 . 


00 


35 


. 81 


ATOM 


80 0 


CG 


GLU 


14 7 


12 , 


. 537 


5 


. 132 


35 


. 881 


1 . 


00 


35 


. 81 


ATOM 


801 




GLU 


14 7 


11 


. 53 0 


4 


.438 


35 


. Oil 


1 . 


00 


35 


. 81 


ATOM 


802 


OEl 


GLU 


14 7 


11 


. 914 


3 


. 602 


34 


.152 


1 . 


00 


35 


. 81 


ATOM 


803 


OE2 


GLU 


14 7 


10 


33 8 


4 


. 732 


35 


.201 


1 . 


00 


35 


. 81 


ATOM 


804 


Q 


GLU 


14 7 


16 . 


. 299 


5 


. 3 52 


35 


. 658 


1 . 


00 


2 


. 00 


ATOM 


805 


o 


GLU 


147 


16 , 


. 84 6 


5 


. 274 


35 


. 067 


1 , 


00 


35 


. 81 


ATOM 


806 


N 


LEU 


148 


16 , 


. 801 


4 


. 135 


35 


. 720 


1 . 


00 


2 


. 00 


ATOM 


fln*7 

O V/ / 




T."PTT 
I lri\J 


1 

XtCf 


X o • 


060 

• V/ o w 




. 847 


35 


. 097 




00 


2 


. 00 


ATOM 


o u o 






X ^ o 


X O i 


• 7 o ^ 


•J 


091 


J V 


. 052 


1 , 


00 


2 


. 00 


ATOM 


p n Q 

O U -7 




LEU 


14 8 




. J jp ^ 


•5 


* X *3 O 




. 568 


1 , 


00 


2 


. 00 


ATOM 


O JL U 




LEU 


14 8 


2 0 


. 94 0 


4 


. 544 


35 


. 769 


1 , 


00 


2 


. 00 


ATOM 


ftl 1 
O X X 


CD2 


LEU 


1 4. ft 

X *x O 


21 


22 8 


2 


.139 


36 


. 3 03 


1 , 


00 


2 


. 00 




o ± ^ 






1 4 P 

X ^ o 


X t ■ 


. 872 


3 


066 


33 


. 7 92 




00 


2 


. 00 


ATOM 


813 


O 


LEU 


148 


17, 


.317 


1 


.963 


33 


. 759 


1 . 


00 


2 


.00 


ATOM 


814 


N 


MET 


149 


18 


.305 


3 


.698 


32 


.711 


1 . 


00 


12 


.82 


ATOM 


815 


CA 


MET 


149 


18 


.251 


3 


.120 


31 


.387 


1. 


00 


12 


.82 


ATOM 


816 


CB 


MET 


149 


18 


.097 


4 


.207 


30 


.335 


1. 


00 


5 


.88 


ATOM 


817 


CG 


MET 


149 


16 


.934 


5 


.107 


30 


.610 


1. 


00 


5 


.88 


ATOM 


818 


SD 


MET 


149 


15 


.478 


4 


.137 


30 


.863 


1 . 


00 


5 


.88 


ATOM 


819 


CE 


MET 


149 


14 


.727 


4 


.271 


29 


.246 


1 . 


00 


5 


.88 


ATOM 


820 


C 


MET 


149 


19 


.585 


2 


.434 


31 


.218 


1 . 


00 


12 


.82 


ATOM 


821 


o 


MET 


149 


20 


.474 


2 


.572 


32 


.065 


1 . 


00 


5 


.88 


ATOM 


822 


N 


ASP 


150 


19 


.741 


1 


.723 


30 


.106 


1 . 


00 


5 


.65 


ATOM 


823 


CA 


ASP 


150 


20 


.971 


0 


.996 


29 


.856 


1. 


00 


5 


.65 


ATOM 


824 


CB 


ASP 


150 


20 


.631 


-0 


.351 


29 


.256 


1. 


00 


4 


.35 



109/150 



FIG. 30 



TV T/^M 


ft 9 
O ^ 3 




/-iO It 


X 3 w 


X 7 « 


, 680 


_ 1 ^ 


, 122 


30 . 


110 


1 . 


00 


4 . 


35 


Al vJlYl 


O ^ o 


om 


AGP 


X _7 v 


X 7 • 


847 


_ 1 ^ 


. 096 


31 . 


342 


1 , 


00 


4 . 


35 


ATOM 


R 9 '7 


on9 


AGP 


150 


18 . 


, 746 


_ 1 , 


.729 


29 . 


575 


1 . 


00 


4 . 


35 


ATOM 


fl 9 
o ^ o 




ASP 


15 0 


22 . 


. 042 


1 , 


. 695 


29 . 


067 


1 . 


00 


5 . 


65 


A TOM 


P 9 Q 

O ^ 




AGP 


1 ^ n 


23 . 


.211 


1 , 


.326 


29 . 


168 


1 . 


, 00 


4 . 


35 


A TOM 


ft "5 n 

O J u 


NT 
IN 


AT. A 


X ^ X 


21 . 


. 654 


2 


. 701 


28 . 


292 


1 . 


. 00 


2 . 


, 00 


TV TOM 


O J J. 


oa 


AT. A 




22 




3 


.461 


27 . 


474 


1 . 


. 00 


2 . 


, 00 


TV TOM 






AT. A 






. 152 


2 


. 568 


26 . 


364 




. 00 


2 . 


, 00 


TV TOM 


0 .3 J 




AT. A 


J. o j- 


21 


■ J7 Z U 


4 


. 673 


26 . 


855 


1 , 


, 00 


2 . 


, 00 


a TOM 


P "5 A 
O J ft 




AT. A 


X O X 


2 0 


. 741 


4 


. 914 


27 . 


071 


1 . 


, 00 


2 , 


, 00 


TiTOM 


P T c: 
O ^ D 


■NT 


A GTJ 


1 c;9 

X o ^ 


22 


692 


5 


.445 


26 . 


100 


1 . 


. 00 


23 , 


. 78 


A TOM 


o ^ o 


oa 


A GM 


1 1=; 9 

X 3 ^ 


2 2 


. 163 


6 


. 613 


25 . 


4 01 


1 , 


. 00 


23 . 


. 78 


a TOM 


P T"? 






1 R 9 
X 3 ^ 


9 


. 103 


7 


. 832 


2 5 . 


525 


1 . 


, 00 


36 . 


,42 






OO 


A GIST 
AOW 


1 9 
XD^ 


9 A 


API 
> 'z O X 




• 3 7 D 


24 . 


918 


\ 


. 00 


36 < 


. 42 


ATOM 


O J 7 


om 


ACM 


1 R9 
XO^ 


9 A 


9 1 

• O Z X 


D 


• 7 V 3 


23 . 


910 


1 , 


. 00 


36 . 


. 42 


TV TOM 


PAD 


Mno 


ACM 
AO IN 


xo ^ 






Q 
O 


. 190 


25 . 


524 


1 , 


. 00 


36 . 


.42 


A TOM 


P^ 1 




ACM 
AO IN 


XO <6 


^ X ' 


• 7 U D 


o 


. 262 


23 , 


921 


1 , 


. 00 


23 . 


, 78 


a TOM 


PA 9 


\J 


ACM 
AO IN 


T R9 
X D ^ 




9 P Q 

• Z O 17 




.186 


23 . 


446 


\ 


, 00 


36 . 


.42 


A T/^A/r 


Q /I "3 
Oft J 


KT 
IN 


T T?TT 




9 T 

^ X 


9 P9 
. z o z 


7 


. 182 


23 . 


193 


1 


. 00 


11 . 


. 01 


A T'/^Ayi 

Ai vjjyi 


Q /I >1 


CA 


T "CTT 
LiCjU 


X D J 


9 r\ 


Q P A 
. y O fx 


£: 
o 


Q R A 

. 27 3 ft 


9 1 
Z X • 


7 ft 






11 


. 01 


a TOM 


P A 
Oft O 


on 


T "CTT 


XD^ 


1 Q 
X ^ 


Q 9 
. ? Z .3 


7 


Q9 A 

. 7 Z *X 


21 . 


297 


1 


. 00 


2 . 


. 00 




O 




T T7TT 


XDO 


T P 
X O 


. / D X 


n 
i 


1 1 A 
. J Xrt 


9 n 

z u . 


R9 

> 3 z o 




on 


2 


. 00 




Q A T 


U.UX 


T TTTT 


XO J 


1 P 
Xo 


. X / J 


p 
o 


..^07 


1 Q 

X 17 • 


> D X w 




00 


2 


. 00 


a TOM 


PAP 
Oft O 






1 R"? 
X3 .3 


1 Q 
X 7 


99n 

• z Z w 


o 


. 129 


19 . 


727 


1 


. 00 


2 


. 00 


A T/^iwr 


Q A O 

o^ y 




T t7TT 


X3 J 


99 


9 np 
* z u o 


•7 
/ 


. V/ 3 D 


90 

Z \J m 


872 




. 00 


11 


. 01 


A T'/^AA 
AiUIYl 


Q c rt 
o D U 


Pi 


T T?TT 


X 


9 9 


9 n 


O 


R n A 

. 3 U ft 


1 Q 

X 7 < 


1 f 0<J 




00 


2 


. 00 


A T^M 


O D X 


M 

JN 


OVG 


1 RA 
XDfi 


9 T 


. z o u 


7 


. 728 


Z X < 


0 


3^ 


. 00 


12 


. 15 


A TOM 
Al VjlM 


Q R 9 
O D ^ 


O A 
^^A 


OVG 


T c:A 
X 3 ri 


9 A 


A 9 
. ft o z 


/ 


R Q n 
. o ^ u 


9 n 

z u . 


R"^ 9 

. 3 o z 




. 00 


12 


. 15 


AX VJfl 


Q 9 
O O J 




OVG 


1 CTA 
XDft 


9 


9 A 
. Z 1 J 


Q 


. X ..J X 


9 n 


. 7 O I 


\ 


. 00 


53 


. 10 




Q A 
O 3fi 


GO 


OVG 


1 c^A 
XDfi 


9 


9 A P 

« Z fx O 


R 
O 


Q1 7 

. -7 X / 


22 


444 


1 


. 0 0 


53 


. 10 


a TOM 


P 

03D 




OVG 


1 RA 


9 


* O J / 


o 


. O fx ^ 


20 . 


,589 


1 


. 00 


12 


. 15 


A TOM 


O 3 O 


\J 


OVG 


1 RA 
X J *± 




• O Z 3 


5 


. 538 


19 . 


. 862 




. 00 


53 


. 10 


A TOM 


P 7 


VT 
IN 


rtT.M 
VjXuN 


X^ 3 


24 


• 7 r X 




, 713 


21 . 


. 466 


1 


. 00 


2 


. 99 


RTrNM 
AHJJYl 


P o 
OOO 


L-A 


OT M 


XD3 


9 ^ 


P*? 
. O O O 


A 


A RR 

. fx 3 3 


21 


604 




. 00 


2 


. 99 


ATOM 
A J. KJIH 


P Q 
O D ^ 


OR 


OT.M 


1 R 

X ^ 3 


2 5 


. 533 


3 


. 913 


23 . 


, 016 


1 


. 00 


16 


. 88 


A TOM 


p £ n 
o o u 


OO 


OT TvT 


XO D 


9 


. 3 X o 


A 

ft 


A 1 

. fx O X 


24 


027 


1 


. 0 0 


16 


. 8 8 


Ai vjiyi 


O o X 


ori 


OT NT 


X 3 3 


9 <s; 


9 R 
.ZOO 


J 


P ^R 
. o o o 


9 R 

Z Zj < 


.414 




. 0 0 


16 


. 8 8 


ATOM 


P ^ 9 
O 


OI71 
WCiX 


OT M 


X O 3 


9 


R R 

. J O 3 


4 


2 92 


2 6 


.13 9 


1 


. 00 


16 


. 88 




OO J 




OT KT 


XOO 


9 9 


n p p 
. u o o 


z 


R 7 9 
. o / z 


9 R 

Z 3 c 


.7 77 




. 00 


16 


. 8 8 


ATOM 

A XL/JVl 


P C A 




OT M 


X33 


9 


. u J J 


9 
.3 


APR 
• ft o o 


Z V < 


> O «7 «9 




, 00 


2 


. 99 


A T/^iur 
AiUM 


O C C 
003 


U 


vjXjJn 


xD3 


9 


. 07.^ 


O 

z 


^ p 
• o ^ o 


9 n 

z u < 


n R R 

> U 3 3 


1 

X 


no 

» \J\J 


X Q 


. 88 


A nr>oiuf 
AlUIVl 


Q f C 
ODD 


TVT 
JM 


T7AT 

VAXi 


XDO 


9 "5 


■791 
. / z X 


•i 


. O J / 


Z \J . 


A PA 

• ft Oft 


1 

X 




X z 


. O D 


A rp<^1Vyf 

AJ.OM 


OD / 


A 

^^A 


T7A T 

VAXi 


X30 


9 9 


« 7XO 


z 


PI ^ 
. oxo 


X 7 , 


R7Q 
.3/27 


1 

X 


on 


1 9 
X z 


. 86 


ATOM 


o ^ o 

ODO 




VAXj 


XDO 


9 T 
Z X 


Q Q 
. J i7 y 




n R R 

. U D D 


X I? . 


R 9 Q 
. O O 7 


1 

X 




2 


. 0 0 


ATOM 


869 




VAL 


loo 


9 r» 


9 Q 


z 


A 9 
. ft O Z 


T P 

X O . 


7 9 1 
. / O X 


T 

X 




9 
z 


n n 


ATOM 


o / U 




X7A T 
VAXi 


X D D 


9 n 


Q Q Q 
. J i7 i7 


z 


A R A 
. ft O *i 


9 T 
Z X . 


1 R1 
. X O X 




nn 


2 


. 0 0 


ATOM 


871 


C 


"t7A T 


iDO 


9 9 
z J 


9 A Q 
. zfl 7 




9 n 9 


T P 

Xo 


19 9 
. X Z o 


X 


n n 


1 9 
X z 


R 
. o o 


ATOM 


872 


0 


VAL 


156 


22 


.997 


2 


.460 


17 


. 175 


1 


.00 


2 


.00 


ATOM 


873 


N 


ILE 


157 


23 


.834 


4 


.380 


17 


.970 


1 


.00 


10 


.11 


ATOM 


874 


CA 


ILE 


157 


24 


.213 


4 


.893 


16 


.683 


1 


.00 


10 


.11 


ATOM 


875 


CB 


ILE 


157 


24 


.291 


6 


.432 


16 


.755 


1 


.00 


8 


.01 


ATOM 


876 


CG2 


ILE 


157 


25 


.350 


6 


.997 


15 


.812 


1 


.00 


8 


.01 


ATOM 


877 


CGI 


ILE 


157 


22 


. 904 


6 


.994 


16 


.453 


1 


.00 


8 


. 01 


ATOM 


878 


CDl 


ILE 


157 


22 


. 730 


8 


.386 


16 


.893 


1 


.00 


8 


.01 


ATOM 


879 


C 


ILE 


157 


25 


. 520 


4 


.263 


16 


.235 


1 


. 00 


10 


.11 


ATOM 


880 


0 


ILE 


157 


25 


.806 


4 


.196 


15 


.039 


1 


.00 


8 


. 01 


ATOM 


881 


N 


GLN 


158 


26 


.286 


3 


.743 


17 


.184 


1 


.00 


2 


.00 


ATOM 


882 


CA 


GLN 


158 


27 


.551 


3 


.106 


16 


.853 


1 


.00 


2 


.00 


ATOM 


883 


CB 


GLN 


158 


28 


.533 


3 


.251 


18 


.005 


1 


.00 


52 


.31 



110/150 



-.H/ ^Oi (C/^c, 



FIG. 3P 



ATOM 


O 0 1 




wXJJLN 


M ZJ O 


29 . 


. 150 


4 , 


. 613 


18 . 


. 169 


1 . 


00 


52 . 


31 


TV TOM 


PP 
o o o 




GLN 


X ^ o 


3 0 


. 188 


4 


. 613 


19 . 


, 276 


1 . 


00 


52 . 


31 


A J. 


P Q ^ 
O O D 


Of?! 


OT.M 


1 RP 

X 3 O 


1 1 

O X . 


. 112 


3 


.7 86 


19 


. 272 


1 , 


00 


52 . 


3 1 


/\ 1 \JVl 


R P T 






X Q o 


30 


034 


5 


521 


20 


. 246 


1 , 


00 


52 . 


3 1 




P P P 
O O O 


O 


OT.M 


1 t^p 

X 17 O 


2 7 


.3 96 


\ 


. 628 


16 . 


. 507 


1 . 


0 0 


2 . 


00 


ATOM 


PP Q 


o 

\J 


OT.NT 

v3Xj1N 


X 3 o 


28 


. 3 81 


0 


. 886 


16 . 


. 483 


1 . 


00 


52 . 


3 1 


ATOM 


PQ n 

O 27 U 


VT 
IN 


MPT 


X 3 27 


26 


. 159 


1 . 


. 190 


16 . 


. 298 


1 . 


00 


2 . 


84 


ATOM 


P Q1 
O 27 J. 


OA 
v-A 


M-pT 


X^ 27 


25 


. 890 


- 0 


. 197 


15 . 


. 956 


1 , 


00 


2 . 


84 


ATOM 


P Q*? 




M'PT 


X 3 27 


25 


. 516 


-0 


. 978 


17 


. 203 


1 , 


00 


12 . 


08 


ATOM 


O Z7 J 


on 


MET 


159 


24 


. 13 0 


- 0 


. 673 


17 


. 736 


1 . 


00 


12 . 


08 


ATOM 


O 27 *± 




MET 


159 


24 


. 057 


- 0 


. 915 


19 . 


. 488 


1 . 


00 


12 . 


08 


ATOM 


O 27 3 




MT?T 

VlCt X 


1 RQ 

X O 27 


22 


.779 


- 2 


. 121 


19 


. 575 


1 . 


0 0 


12 . 


08 


ATOM 


R Q ^ 
O i7 D 




M'PT 


IRQ 

X O 27 


24 


. 760 


- 0 


.2 65 


14 


. 937 


1 . 


00 


2 . 


84 


ATOM 


R Q 7 


o 


M1?T 


IRQ 

X 3 27 


91 


74 Q 

• / 1 27 


0 


.428 


15 


.0 59 


1 , 


00 


12 . 


08 


ATOM 


P Q P 
O 27 O 


JN 


OT.TT 


1 fin 

XO U 


24 


Q9 1 

• 27 ^ X 


_ 


.118 


13 


. 937 




00 


2 . 


00 


ATOM 


P QQ 

O 7 27 


OA 
V^A 


m .TT 


1 fin 
xo u 




■ 27 X O 




9 R4 


12 


. 899 


1 , 


00 


2 . 


00 


ATOM 
AX \JIYI 


27U u 




OT.TT 


1 fin 
xo u 


54 
^ *z 


R1 R 

■ 3 X o 


_ 1 


. 7 J .3 


11 


. 663 


1 . 


00 


23 . 


86 


ATOM 


on 1 

J7 U X 






1 fi n 
xo u 


9 R 


> O w O 


« 1 


. X O 7 


11 


. 973 


1 , 


00 


23 . 


86 




Q O O 


OTi 


OT TT 
VjXjU 


1 fi o 
Xo u 


9 


fi4 1 




Q P P 
. 27 O O 


1 n 

X \J 


71 n 


1 

X . 


n n 


23 


86 


TV T'/^K/T 


Q n "2 


OCT 


OT TT 
VjXjU 


1 fi n 
X o u 


9 fi 


fi 1 R 
. O X o 




fi 9 1 


1 n 

X 


nil 

. U J X 




00 


23 


86 




Q n /I 


oco 


OT TT 


1 fin 
X o u 


9 A 


Q1 P 
. 27 O 


- 4 


Q P 7 
. 27 O / 


1 n 

X u 


.471 




00 


23 . 


86 




one: 




OT TT 


1 fin 
X o u 


9 9 


71 1 
. /XX 




n 1 9 

. U ..3 ^ 


1 1 
X o 


1 Qfi 

. O 27 O 




00 


2 


0 0 


ATOM 


y u o 


o 


OT TT 


1 fin 
xo u 


9 9 


P4 7 


_ 1 


117 
. X _> / 


13 


.8 99 




00 


23 , 


86 


AT/^M 

AHJM 


Q n "7 
yu / 


XT 


T T?TT 


1 fii 
xo X 


9 1 
^ X 


R1 n 

. O J u 


_ 1 

X 


441 
• rt rr 


1 1 

X J 


9 R4- 




00 


5 ^ 


79 


ATOM 

Ai vjjyi 


on p 
y u o 


OA 
^A 


T.T?TT 


1 fii 
xo X 


9 n 


9 Q9 

< 46 y ^ 


_ 9 


n74 


1 1 
xo 


71 1 
. / xo 




00 


5 . 


79 


ATOM 


on Q 
y u y 


on 


T T?TT 


T fii 

xo X 


X y 


4 fi9 


X 


n7i 

. U r X 


1 4 

XI 


R1 n 

• 3 X 


^ 


0 n 


13 . 


20 


ATOM 

AiUlYl 


y J.U 




T T7TT 


1 fi 1 
X O X 


9 n 


ni4 

. U .3 


- n 


1 1 n 

. J .3 U 


1 R 
X 3 


7 ni 




on 


13 . 


20 


A TOM 


y ± ± 


CJJX 


T TTTT 


1 fi 1 
X O X 


1 Q 

X y 


n fi fi 
. u o o 


VJ 


779 


1 fi 
X o 


n fi4 


1 , 


00 


13 


20 


ATOM 
AX UJYl 


y X ^ 


ono 


T T7TT 


1 fi 1 
X O X 


9 n 


94 Q 
. ^ fx 27 


_ 1 

X 


9 Q1 

. ^ 27 J 


16 


. 857 




00 


13 . 


2 0 


A TOM 

AX \Jin 


y X J 


\^ 


T T7TT 


1 fi 1 
X O X 


1 Q 
X 27 


1 Q9 
. ^ 27 




fi n n 


1 9 

X ^ 


RQR 
. 3 27 o 


3_ ^ 


oo 

V VJ 


5 . 


7 9 


ATOM 

AX L/JXl 


y ±fk 




T TTTT 


1 fii 
X O X 


1 Q 
X 27 


4 1 R 
. rt J 3 




111 

. X X .9 


1 1 

X X 


.4 66 


]_ ^ 


00 


13 , 


2 0 


ATOM 
Al KJV'l 


y X 3 


iN 


AO IT 


1 fi9 
xo^ 


1 P 
X o 


R RQ 
. 3 3 27 


_ 1 


RR9 


12 


. 933 




0 0 


7 _ 


. 84 


ATOM 
Al \Jl*l 


y ± b 


OA 
v^A 


A CD 


1 fiO * 
xo ^ 


X / 


finfi 

• O U o 


- 4 


1 91 

. X ^ X 


1 1 

X X 


Q77 




00 


7 , 


. 84 


ATOM 
Al vJIm 


yx / 


OTI 


A CD 
AO rr 


1 fi*? 
xo ^ 


1 n 

X / 


n R4 


- R 


All 


x^ 


44Q 

. Tt *± 27 


1 ^ 


00 


9 , 


,47 


ATOM 
AX 


QT P 

y X o 


OO 


ACD 

AO XT 


1 fi 9 
X D ^ 


1 fi 

X o 


71 7 


- R 


R09 


X o 


. 942 


1 , 


00 


9 , 


.47 


ATOM 
AX VJiYl 


Q1 Q 

y X y 


om 

\JLJX 


ACD 
AO Jr 


1 fi9 
X o ^ 


1 7 

X / 


fi R4 
• O 3 *x 


- R 


■ o o 


14 


. 759 




00 


9 . 


.47 


ATOM 
A X KJi'l 


Q Q n 
y ^ u 




A CP 
AOxr 


1 fi 9 
X o ^ 


1 R 

X 3 


R1 7 


- 5 


.3 90 


14 


. 2 92 


1 ^ 


00 


9 , 


. 47 


ATOM 
AX UJYl 


y X 


O 


ACD 
AO IT 


1 fi 9 
X o ^ 


1 fi 
X D 


4 7 P 


_ -3 

J 


n R 1 

« u o o 


11 


. 857 


1 ^ 


00 


7 _ 


. 84 


ATOM 
AX \Jv^ 


Q o 
y z ^ 


o 


ACD 
AO rr 


1 fi 9 
X o ^ 


1 fi 
X D 


4 n R 

. *i U 3 


_ 2 


.161 


12 


667 


1 . 


00 


9 


. 4 7 


ATOM 
Ai VJJXl 


y^ J 


JN 


UT C 
flXo 


1 fi'i 
xo o 


1 R 
X D 


fi9 Q 

• O ^ 27 


_ 1 


909 

. ^ 4& 


X u 


fli fi 
• o o o 


1 ^ 


00 


22 


. 67 


ATOM 


Q*? A 


OA 
^A 


WTC 
XlXO 


1 fii 
xo J 


1 4 

Xrt 


R1 1 
• 3 X J 


. 9 


9fiR 


1 0 

X \i 


. 642 




00 


22 


. 67 


ATOM 


y ^ 3 


on 


IJTG 


1 fii 
xo ^ 


1 1 
Xo 


pn7 


_ 9 


R1 7 


Q 

27 


19 9 




00 


13 


. 35 


ATOM 

Al vJM 


y z b 




UTG 
rlXo 


1 fii 

xo^ 


X 


fi R1 
• 03X 


_ 9 


9 R4 


p 


1 97 
. X ^ / 


1 

X • 


oo 


13 


. 35 


ATOM 


y^ / 


OT\0 


rlXo 


1 fi 1 
Xo J 


1 4 
Xft 


Q P 
. y O D 


_ o 


ni 9 


1 


nfiQ 

* U O 27 


1 

X < 


on 


xo < 


3 R 

> o ^ 


A TOM 


Q O Q 

y z o 


InJJX 


TT T O 

rlXo 


X O J 


1 

X 3 


9 fi n 
. ^ o u 


X 


n 1 p 

. U J C3 


I 


Q1 fi 

. y X o 


1 

X • 


no 


1 1 

xo ' 


R 

> O 3 


7\ TOM 

ALUM 


Q O Q 

y z y 


OC 1 


TJ T O 

rlXo 


1 fi 1 
X D J 


X D 


Q1 9 

. y J ^ 


X 


n 7 A 


c 
o 


7 P 1 


1 

X • 


on 

. \J VJ 


1 1 

X o . 


1 R 

> O 23 


ATOM 


93 0 


NE2 


HIS 


Xo J 


lb 


TOO 




O 'T C 


o 


9 A Q 

. z ft y 


X . 


n n 


1 1 

X J . 


1 
. O 3 


ATOM 


931 


C 


HIS 


163 


13 


.471 


-2 


.255 


11 


.764 


1 . 


. 00 


22 


.67 


ATOM 


932 


O 


HIS 


163 


12 


. 824 


-1 


.238 


11 


.987 


1. 


. 00 


13 


.35 


ATOM 


933 


N 


GLU 


164 


13 


.316 


-3 


.379 


12 


,465 


1. 


.00 


21 


.78 


ATOM 


934 


CA 


GLU 


164 


12 


.345 


-3 


.498 


13 


.564 


1. 


.00 


21 


.78 


ATOM 


935 


CB 


GLU 


164 


12 


.221 


-4 


.960 


14 


.005 


1, 


.00 


11 


.17 


ATOM 


. 936 


CG 


GLU 


164 


11 


.194 


-5 


. 786 


13 


.232 


1 , 


.00 


11 


.17 


ATOM 


937 


CD 


GLU 


164 


11 


.437 


-5 


.819 


11 


.734 


1 , 


.00 


11 


.17 


ATOM 


938 


OEl 


GLU 


164 


10 


.452 


-5 


.639 


10 


. 989 


1 , 


. 00 


11 


.17 


ATOM 


939 


OE2 


GLU 


164 


12 


.595 


-6 


, 035 


11 


. 294 


1 , 


. 00 


11 


.17 


ATOM 


940 


C 


GLU 


164 


12 


. 721 


-2 


. 631 


14 


. 760 


1 , 


. 00 


21 


.78 


ATOM 


941 


O 


GLU 


164 


11 


.955 


-1 


.782 


15 


.206 


1 


.00 


11 


.17 


ATOM 


942 


N 


ARG 


165 


13 


.926 


-2 


.845 


15 


.257 


1 


.00 


2 


.00 



111/150 




FIG. 3Q 







OA 




1 

X O 3 


14 . 


439 


-2 . 


. 094 


16 . 


373 


1 . 


00 


2 . 


00 








ARG 


165 


15 . 


839 


-2 . 


. 582 


16 . 


714 


1 . 


00 


23 . 


45 


TV TTiM 




OO 


ARP 


X O 3 


15 . 


866 


-3 


9 07 


17 . 


4 67 


1 ^ 


00 


23 . 


45 


21 TOM 


^ri D 




ARP 


J. O 3 


17 . 


3 04 


-4 . 


246 


17 . 


8 62 


1 . 


00 


23 . 


45 


7\ "POM 


Ok A n 


IN Hi 


APP 


X O 3 


17 . 


3 97 


- 5 , 


350 


18 . 


807 


1 . 


00 


23 . 


45 




QA P 




APP 


X O 3 


17 . 


13 7 


- 6 , 


► 622 


18 . 


516 


1 . 


, 00 


23 . 


45 




j7 ^ J? 




ARG 


X O 3 


16 . 


759 


-6 . 


. 984 


17 . 


297 


1 . 


00 


23 . 


45 


ATOM 


7 3 V 


NH2 


ARG 


165 


17 . 


260 


-7 , 


. 542 


19 . 


454 


1 . 


, 00 


23 . 


45 


TV TOM 






ARG 


165 


14 . 


480 


-0 . 


. 624 


16 . 


017 


1 , 


, 00 


2 . 


00 


ATOM 


J? 3 ^ 


o 


ARG 


165 


13 . 


924 


0 . 


. 201 


16 . 


728 


1 . 


, 00 


23 . 


45 


a TOM 


Q R 


M 

IM 


M"PT 


166 


15 . 


120 


- 0 , 


. 310 


14 . 


897 


X . 


, 00 


2 . 


00 


ATOM 


:? 3 *i 


PA 


MET 


166 


15 . 


252 


1 , 


. 061 


14 . 


407 


1 . 


. 00 


2 . 


00 


ZVTOM 


17 3 ^ 


PR 


MET ' 


166 


15 . 


915 


1 


. 04 6 


13 . 


031 


1 . 


. 00 


28 , 


,00 


ATOM 


_7 J D 


PP 


MET 


166 


16 . 


291 


2 


► 401 


12 , 


4 73 


1 . 


. 00 


28 . 


, 00 


ATOM 


Q 7 




MPT 


X O D 


16 . 


936 


2 


.244 


10 . 


, 786 


1 , 


. 00 


28 . 


. 00 


ATOM 


7 3 0 


pp 


MET 


166 


18 . 


697 


1 


. 770 


11 . 


, 111 


1 , 


■ 00 


28 . 


. 00 


ATOM 


7 3 1? 


o 


visit X 


X O O 


X.9 • 


897 


1 


. 781 


14 . 


, 340 


X . 


. 00 


2 . 


. 00 


ATOM 


7 O V/ 


o 


MPT 

1*1 Cj X 


X O O 


13 . 


766 


2 


. 913 


14 , 


. 809 


1 , 


. 00 


28 . 


. 00 


ATOM 






QPP 


X o / 


12 


,887 


3_ 


.106 


13 , 


790 




. 00 


12 , 


. 38 


TV TOM 




OA 




X o / 


X X • 


1 3j / 


1 


. O 3 3 


13 . 


.666 


3_ ^ 


. 00 


12 , 


. 3 8 


a TOM 


Q ^ 1 
i? D J 






X o / 


X sJ . 


> / X 3 


n 


.83 0 


12 . 


683 


1 ^ 


. 00 


11 , 


. 87 


ATOM 




oo 


GPP 


xo / 


X u . 


. O 3 X 




522 


13 


.100 


1 


. 00 


11 . 


. 87 


a TOM 


OCR 




GPP 


Xo / 


1 n 

X \J , 


7ft ft 


X 


74 


1 A 

X t: . 


Q Q 

. 27 27 D 




00 


12 . 


3 8 


ATOM 


y O O 


\J 


GPP 


xo / 


Q 

27 < 


R7d 




. 3 O O 


15 , 


, 129 




. 00 


11 . 


. 87 


ATOM 


S70 / 


JN 


TVP 

X xS\. 


X O D 


1 1 
X X < 


1 "5 n 

1 X 3 U 


n 


RQ1 

• O 7 X 


15 . 


962 




. 00 


2 . 


. 00 


ATOM 


7D O 


OA 


TVP 
X XK 


XDO 


xu • 


4 R 1 

1 O X 


n 


R 

• 273 O 


1 7 

X / 1 


■ ^ o o 


X ■ 




2 , 


. 00 


ATOM 




OR 


TVP 


XO O 


1 n 
X u < 


. / O 3 




"7 9 9 
• 3 ^ ^ 


X o • 


> o o 




00 


4 


. 15 


Ti TOM 


Q '7 n 


oo 

V-^V7 


TVD 
1 X K 


1 ^ ft 

X o o 


Q 

27 . 


. 27 X O 




ft Q 
. 3 O 27 


1 Q 

X 27 , 


9 ft 


1 


. 00 


4 


. 15 


ATOM 


y / X 


om 


TVP 


X o o 


8 


543 


- 0 


. 155 


19 


. 2 63 


1 


. 00 


4 ^ 


. 15 


ATOM 


Q'7 
J7 / ^ 




TVP 

X X £v 


1 ^;ft 
X o o 




75 0 


- 0 


. 148 


20 


4 06 


1 


. 00 


4 


. 15 


ATOM 


i7 / J 




TVP 

X X 


xo o 


X u ■ 


4.7 Q 

• •* / 27 


- o 


. 629 


20 


.571 


1 


. 00 


4 


. 15 


ATOM 


27 / f* 




TVP 

X X 


X o o 


Q 

27 < 


, 692 


-0 


.'625 


21 , 


. 733 




. 0 0 


4 , 


. 15 


ATOM 


17/3 


P7 


TVP 

X xS\, 


xo o 


8 


, 325 


- 0 


. 381 


21 


. 642 


1 


. 00 


4 , 


. 15 


ATOM 


27 / D 


OH 


TVP 

X X tv. 


X o o 




, 544 




3 57 


22 


.780 


1 


. 00 


4 , 


. 15 


ATOM 


-7 / / 


o 


TYR 


168 


11 


, 007 


2 


. 162 


18 


. 004 


1 


. 00 


2 


. 00 


ATOM 


ft 


o 


TVP 

X X X\. 


1 fift 
X o o 


10 


. 250 


2 


. 911 


18 


. 626 


1 


. 00 


4 


. 15 


ATOM 


Q*? Q 

27/27 


IN 


T .PIT 


1 f^Q 

X D 27 


12 


.317 


2 


. 3 52 


17 


.919 


1 


. 00 


4 


. 07 


ATOM 


Q ft n 

J7 o u 


PA 
v«.r\ 


T.PTT 


X O 27 


12 


97 0 


3 


. 4 82 


18 


. 526 


1 


. 00 


4 


. 07 


ATOM 


Q ft 1 
27 O X 


PR 


T .PTT 
XjI1»U 


X O 27 


14 


.4 82 


3 


.4 00 


18 


. 292 


1 


. 00 


4 


. 89 


ATOM 
J\X KJv'l 


Qft "5 
27 O Z 


PP 


T.PTT 


X O 27 


1 R 

X 3 . 


. ^ 3 O 


2 


9 

. ^ 7 X 


19 


. 009 




. 00 


4 


. 89 


ATOM 


27 O 


pm 


T.PTT 


X O 27 


X o < 


74 


2 


• 33 O 


18 


. 881 


1 


. 00 


4 


. 89 


ATOM 
n X 


yoii 


PIT? 


T.PTT 


X O 27 


14 


. 864 


2 


. 262 


20 


. 477 


1 


. 00 


4 


. 89 


ATOM 


Qfi c: 

270 3 




T.PTT 


X O 27 


1 9 

Xib ' 


• 3/27 


Tt 


7R9 

. / 3 7 


17 


. 915 


1 


. 00 


4 


. 07 


TV TOM 


Q Q ^ 
270 O 


U 


T PTT 


X D 27 


1 1 

X X 


ft ri 

• O 3 U 


c 

3 


. 3 27 3 


1 8 


.634 


2_ 


. 0 0 


4 


. 89 


a. TOM 


Q Q T 
270 / 




T ITTT 


X / U 


1 9 
X ^ 


7 7 
.3/3 


rt 


.0^3 


X o 


^ ft 7 


\ 


. 00 


2 


. 00 


A TOM 


Q ft ft 

270 O 


OA 


T PTT 


X / u 


X X 


ft 4 
. O 3 *± 


O 


, \J \J o 


X 3 


.888 




. 00 


2 


. 00 


ATOM 


98 9 


CB 


T "CTT 


X / U 


xz 


n o T 


ir 
_> 


ft C Q 
. O b 27 


1 /I 
X*t 


"5 ft 9 
. 3 0 z 


1 

X 


n n 

. U \J 


c 

3 


04 


ATOM 


990 


CG 


LEU 


170 


13 


.257 


6 


. 551 


13 


. 776 


1 


. 00 


5 


. 04 


ATOM 


991 


GDI 


LEU 


170 


13 


.065 


8 


.058 


13 


.715 


1 


. 00 


5 


.04 


ATOM 


992 


CD2 


LEU 


170 


14 


.485 


6 


.194 


14 


.585 


1 


.00 


5 


.04 


ATOM 


993 


C 


LEU 


170 


10 


.359 


6 


.268 


16 


.198 


1 


.00 


2 


.00 


ATOM 


994 


0 


LEU 


170 


9 


.949 


7 


.421 


16 


.334 


1 


.00 


5 


.04 


ATOM 


995 


N 


TYR 


171 


9 


. 573 


5 


.205 


16 


.351 


1 


. 00 


22 


.09 


ATOM 


996 


CA 


TYR 


171 


8 


.151 


5 


.340 


.16 


.669 


1 


. 00 


22 


. 09 


ATOM 


997 


CB 


TYR 


171 


7 


.452 


3 


.981 


16 


.530 


1 


. 00 


9 


.28 


ATOM 


998 


CG 


TYR 


171 


6 


.110 


3 


. 846 


17 


.219 


1 


. 00 


9 


.28 


ATOM 


999 


GDI 


TYR 


171 


4 


. 939 


4 


.328 


16 


.634 


1 


.00 


9 


.28 


ATOM 


1000 


CEl 


TYR 


171 


3 


.696 


4 


.181 


17 


.278 


1 


.00 


9 


.28 


ATOM 


1001 


CD2 


TYR 


171 


6 


.009 


3 


.209 


18 


.460 


1 


.00 


9 


.28 



112/150 



i0/5Ol 



TV TOM 


T n n o 


OT?*? 




X U U J 


Of7 




J. U U ft 


OTJ 


TS. TT^fJf 


T n r» c 
± U u o 


L. 


Ai vjjyi 


1 o n 
X U U b 


U 




1 nm 
±UU / 


M 






L.A 




T ft n Q 


on 




1 ftT ft 






1 ft 1 1 

X U X X 


or» 




X U X ^ 


OT7T 
UCiX 


Ai vjjyi 


X U X J 


JN CiZ 




1 ft T /I 

X u x^ 


r* 




T ft 1 
X U X D 






1 ft T C 

XUXO 






T ftT T 

xux / 


oa 

L»A 




1 fti n 

XUXO 


on 

CD 




T fti Q 

X ux y 


r*n 


A i UlYl 


T ft '5 ft 

X u ^ u 


oU 


Ai DM 


X U Z X 


OT? 


Ai UJVl 


T r\ o o 
X UZ Z 


/-I 
L. 


A T'/^IWI 

AiUJVl 


T r\ o o 
X Uz J 


O 


A T/^M 


1 ft O /J 


rsi 


A T/^M 

AlvjM 


T ft O C 


OA 

V-A 


A T'/^M 
AlUM 


n ft o 


oo 


ATOM 


1 rv o T 

1027 


oo 


ATOM 


1028 


CDl 


ATOM 


1 r\ o Q 


L.UZ 




T r\ "3 r\ 
X U J U 


L- 


ATOM 


T ft O 1 

1 0 J 1 


O 


ATOM 


1 ft "i o 

X 0 J 2 


IN 


ATOM 


T ft O "3 

X U J J 


OA 

L.A 


ATOM 


T ft 'O /I 

XU J4 


on 
v^o 


ATOM 


1 ft c 
lU J 3 


oo 


ATOM 


T ft ^ C 

X u J b 


/-I 


A TOM 


T ft ^ "7 
XUJ / 


r\ 
\J 


A TOM 

Al OJYl 


T ft "3 D 

X U J o 




A TOM 

Al Uln 


T ft T Q 

X u J y 


OA 

L.A 


A TOM 


T ft A ft 

X Uft u 




ATOM 


1 ft A 1 
X U^t X 




ATOM 


1 ft A o 
X U4 z 


XT 

JM 


ATOM 


T ft A "3 
X U4 J 


O JV 
V-A 


ATOM 


T ft>l A 

X U4 4 


on 


ATOM 


T ft >1 C 

104 b 


ooo 


A T/~\M 


X 04 D 


oo T 


ATOM 


104 7 


CDl 


ATOM 


1048 


C 


ATOM 


1049 


0 


ATOM 


1050 


N 


ATOM 


1051 


CA 


ATOM 


1052 


CB 


ATOM 


1053 


CG 


ATOM 


1054 


CD 


ATOM 


1055 


CE 


ATOM 


1056 


NZ 


ATOM 


1057 


C 


ATOM 


1058 


O 


ATOM 


1059 


N 


ATOM 


1060 


CA 



FIG. 



TVT? 


1 Tl 

J. / X 






X / X 


•5 


Tvn 
1 X K 


X / X 




TVD 


1 "7 1 
X / X 


*7 

f 


TVD 

1 X K. 


1 T 1 
X / X 


n 
1 




X / ^ 


p 
o 


VjrljlM 


X / ^ 


p 
o 


OT M 


X / ^ 


Q 


OT KT 


X / ^ 


Q 


VjXijM 


1 no 

X / ^ 


1 ft 

X u 


OT W 


X 


Q 


OXliN 


X / Z 


1 1 
X X 






Q 


OT "M 


1 'TO 
X /Z 


Q 
O 




1 n'x 

X 


1 ft 
X \J 




X / J 


1 n 

X u 




1 Tl 
X / ^ 


1 1 

X X 




X / O 


1 


MITT 


X / J 


1 4 
Xft 


MCT 


1 "7 O 
X / J 


1 A 
X4 


MTTT 


1 T *3 
X 


Q 


MTTT 


ITT 
X / J 


Q 


T 177 T 


1 "1 A 


Q 


T TTTT 


1 TA 

X /4 


/ 


T T?TT 

JjHiU 


1 "7^ 

X /4 


1 


T CTT 


1 T A 
X / 4 


Q 


IiCjU 


X /4 


•-J 




X / 4 


Q 

o 


T CTT 


1 "7 /I 
X / 4 


b 


T CTT 


1 "7 /I 

X / 4 


b 


ovo 


1 "7 C 

X / b 


D 


ovc 

V- X o 


1 T C 

X / b 


b 


ovo 
xo 


1 "7 C 

X / b 


4 


ovo 


1 T C 

X / b 


4 


ovo 


X / b 


c 
3 


ovo 


1 T 

X / b 


4 


OT V 
VjXj X 


X / o 


C 


nT V 

OXi X 


1 "7 
X / D 


/ 


nL\ V 

oXi X 


X / D 


/ 


r^T V 


1 "7 C 
X / O 


D 




1 11 


-7 
/ 


TT 17 


1 '7*7 


1 


TT TT 


IT? 

±.11 


Q 

o 


TT T? 


1 TT 


Q 


TT t? 

XXixii 


1 T7 
±11 


Q 


T T C 


1 T7 

L 1 1 


1 ft 
X u 


ILE 


\11 


5 


ILE 


Xll 


5 


LYS 


178 


5 


LYS 


178 


3 


LYS 


178 


2 


LYS 


178 


1 


LYS 


178 


0 


LYS 


178 


-0 


LYS 


178 


-1 


LYS 


178 


2 


LYS 


178 


2 


HIS 


179 


3 


HIS 


179 


2 



3R 

.777 3.063 19. 

.628 3.551 18. 

.412 3.411 19. 

,982 5.915 18. 

.074 6.717 18. 

,879 5.529 18. 

.830 6.020 20. 

.698 5.164 21. 

.162 3.775 21. 

.033 2,976 22. 

.758 2.867 23. 

.109 2.424 21. 

.244 7.4 79 20. 

.676 8.254 21. 

.202 7.871 19. 

.642 9.255 19. 

.800 9.452 18. 

.130 9.233 19. 

.412 9.163 18. 

.864 7.494 18. 

.487 10.128 19. 

.307 11.218 19. 

.696 9.637 18. 

.544 10.387 17. 

.069 9.857 16. 

.065 9.936 15. 

.532 9.144 13. 

.336 11.393 14. 

.395 10.426 18. 

.728 11.456 18. 

.181 9.332 19. 

.118 9.310 20. 

.966 7.909 21. 

.104 6.748 19. 

.411 10.321 21. 

.552 11.119 21. 

.659 10.315 22. 

.093 11.207 23. 

.004 12.652 22. 

.575 13.497 23. 

.373 12.935 21. 

.336 14.293 20. 

.222 14.419 19. 

.085 15.773 19. 

.676 14.229 20. 

.542 13.878 18. 

.911 14.721 20. 

.592 15.908 20. 

.034 13.758 20. 

.659 14.107 20. 

.906 12.991 19. 

.564 13.501 18. 

.546 12.434 18. 

.785 13.112 18. 

.854 12.145 18. 

.944 14.456 21. 

.028 15.263 21. 

.343 13.833 22. 

.729 14.110 23. 



110 


1 , 


, 00 


9 . 


28 


515 


1 _ 


. 00 


9 , 


28 


152 




0 0 


9 , 


28 


081 




. 00 


22 . 


09 


337 




0 0 


9 ^ 


2 8 


986 


1 . 


. 0 0 


2 . 


00 


346 




. 00 


2 . 


0 0 


251 


1 


. 00 


13 . 


55 




3^ 


. 00 


13 . 


55 




1 


. 00 


13 . 


55 






. 00 


13 . 


55 


834 


3_ 


. 0 0 


13 


55 


411 


1 


. 00 


2 . 


00 


183 


1 


. 00 


13 . 


55 


582 


1 


. 00 


4 , 


17 


569 


X 


. 00 


4 , 


17 


612 


1 


. 00 


2 . 


80 


241 




. 00 


2 . 


80 


023 




. 00 


2 . 


8 0 


142 


2^ 


. 00 


2 . 


80 


144 




. 00 


4 , 


17 


672 


3^ 




2 


8 0 


195 


0^ 


ftft 


6 . 


58 


711 


3_ 


. 00 


6 . 


58 


J ^ o 


1 
± 


on 


2 , 


00 


1 77 
±11 


1 


Oft 




0 0 


27 27 O 


1 


oo 


^ > 


0 0 




1 


ft ft 


2 


ft ft 


7 7ft 


1 
± 


ft ft 


£: 
o . 


R ft 


R R 1 
O O -L 


1 


ft ft 


^ . 


ft ft 

. yj yj 


4 R R 

r± 13 o 


1 


ft ft 
, u yj 


4 


ft 7 


4 ft 

*± J V 


3^ 


ft ft 


4 


87 


V ^ ^ 


1 

X 


ft ft 


o 

^ • 


00 


27^ 


X 


on 

» \J\J 


2 . 


00 






00 


4 ^ 


fi7 


271 J 




00 


2 . 


00 


027 


1 


. 00 


2 


00 


{\n 

\J t o 




ftft 


2 


0 0 


O 3 -L 






2 


0 0 


4 2 5 


1 


. 0 0 


28 


. 56 


4 1 ft 

1 X \J 


1 

X 


0 ft 


14 


7 


o o ^ 




00 


14 


. 73 


fi4 1 




. 00 


2 


00 


ft "5 ft 

u ^ u 


1 

X 


oo 


o 


oo 


n4 ft 


1 

X 


oo 




00 


P ^ Q 
O D 27 


1 

X 


ftft 


o 


0 0 
. V yj 


C o 


X 


ft ft 


1 4 

X4 , 




584 


1 


. 00 


2 


.00 


311 


1 


. 00 


2 


.00 


027 


1 


.00 


2 . 


.00 


310 


1 


.00 


12, 


.67 


827 


1 


.00 


12, 


.67 


593 


1 


.00 


12 


.67 


357 


1 


.00 


12 


.67 


059 


1 


. 00 


12 


.67 


311 


1 


. 00 


2 


.00 


304 


1 


.00 


12 


.67 


411 


1 


.00 


2 


.00 


708 


1 


.00 


2 


.00 



113/150 



10/501002 



FIG. 3S 



rx J. \jn 


X U D J. 




HIS 


179 


3 . 


168 


13 


. 074 


24 . 


. 740 


1 , 


00 


5 


. 57 


txlKJPl 


J. U O ^ 


K^K3 


nxo 


1 7Q 

X f 7 


2 . 


34 9 


13 


. 086 


25 , 


. 993 


1 , 


00 


5 


. 57 


/\ J. KJi'l 


1 n "3 

J. VJ O O 




nxo 


X / 27 


2 . 


678 


13 


.3 96 


27 


. 267 


1 , 


00 


5 


. 57 


ATOM 


J. u o ^ 


Mm 


nxo 


1 7 Q 

X / -7 


1 . 


014 


12 


. 74 3 


26 


. Oil 


1 , 


00 


5 


. 57 


ATOM 


1 n 

X U O 3 


OT?T 

\_ Hi X 


nxo 


X / -7 


0 


554 


12 


. 84 9 


27 


.243 


1 . 


00 


5 


. 57 


ATOM 


X u o o 


IN 


nxo 


1 7 Q 

X / 7 




545 


13 


. 240 


28 


. 026 


1 . 


00 


5 


. 57 


ATOM 


X U D / 


c 

v— 


nxo 


1 7Q 

X / 7 


•3 • 


178 


15 


. 4 97 


24 


. 14 7 


1 , 


00 


2 


. 00 


ATOM 


X U D O 


o 


nxo 


X / 7 


2 , 


405 


16 


.278 


24 


, 697 


1 . 


00 


5 


. 57 


ATOM 


X U D 7 


VT 
XN 


T.TTTT 


1 nn 

X o u 


4 , 


43 7 


15 


. 799 


23 


. 871 


1 ^ 


00 


2 


. 00 


ATOM 


1 n 7 n 


oa 


±jCjKJ 


1 ft n 

X o w 


5 . 


002 


17 


, 086 


24 


. 193 


1 , 


00 


2 


. 00 


ATOM 


X U / X 




j-iCiKJ 


1 fin 

X O V 


o • 


.43 8 


17 


. 165 


23 


. 674 


1 , 


00 


5 


. 28 


a TOM 


1 n T O 

X u / z 


OO 


T T7TT 


1 ft n 
X o u 


"7 


7 


1 7 

X f 


7 R7 


24 


, 713 


\ ^ 


0 0 


5 


. 28 


a TOM 


T n 1 

X U / J 


OOI 
K^L/J. 


XjCjKJ 


X O (J 


7 


. t X 4& 


1 

X o 


9 Q Q 


25 


.773 


1 ^ 


0 0 


5 


. 28 


A TOM 
n. ± KJi'l 


1 rt "7 4 


on*? 


1.1711 


1 ft n 

X O 


Q 

O . 


,892 


17 


.3 05 


24 


. 063 


1 , 


00 


5 


. 28 


ATOM 
n ± KJi'l 


1 n T c: 
X U / 3 




XjEjU 


1 ftO 
X o u 


4 ^ 


151 


18 


. 154 


23 


, 509 


1 , 


00 


2 


. 00 


A TOM 
A ± KJi'l 


X u / O 


r\ 
KJ 


T.T?TT 


X o u 




> O 7 3 


X 7 


■ U 7 9 


24 


. 143 


1 , 


00 


5 


. 28 


A TOM 


X u / / 


XT 

JN 


nxo 


X O X 


J < 


> oo J 


1 7 

X r 


Q^R 

• 7 9 O 


22 


. 225 




00 


2 


. 00 


A TOM 
J\lKJn 


X u / o 




nxo 


X O X 


•a 

J • 


> U 7 ^ 


1 R 
X o 


. 7 V X 


21 


, 458 


1 _ 


00 


2 


. 00 


ATOM 


1 n T Q 
X u / y 




n X o 


1 ft 1 

X O X 


•3 

O < 


. X 17 *4 


1 ft 

X o 


R7R 
• o / o 


1 9 

X 7 


.976 


3^ ^ 


0 0 


9 


. 13 


ATOM 
J\ 1 KJVl 


1 n o n 
X u o u 




nxo 


1 ft T 
X O X 




. o u ^ 


18 


599 


19 


.449 


1 . 


00 


9 


. 13 


ATOM 
x\ J. KJVl 


X U O X 




nxo 


1 ft 1 

X O X 




7 <^ ft 

. /DO 


18 


. 916 


2 0 


. 034 


1 , 


00 


9 


. 13 


ATOM 
J\ ± KJVl 


X u o ^ 


Mm 


nxo 


1 ft! 
X O X 




ft Q ^ 

. O ^ J 


1 8 


279 


18 


. 144 


1 . 


00 


9 


. 13 


a TOM 
J\±KJVl 


1 n n "J 
X u 


OT?! 
L^rliX 


nXo 


1 ft 1 
X O X 


D I 


> X 17 O 


1 ft 

X o 


4 07 


17 


.950 


1 _ 


0 0 


9 


. 13 


A TOM 


1 CifiA 


MTTO 


nxo 


1 ftl 

X O X 


O I 


7R9 


1 ft 

X o 


. 792 


19 


.0 77 




00 


9 


. 13 


a TOM 


XU03 




rlXo 


X O X 


X < 


• O <6 o 


1 R 
X o 


Q'?4, 
• 70 ft 


91 

^ X 


fl77 
• o / / 


1 

X • 


00 


2 


. 00 


A TOM 


XUoO 


r\ 


nxo 


Xo X 


n 


> 7^ X 


1 Q 

X 7 


7 

• 7 J / 


21 


fifi9 
• o o ^ 




00 


9 


. 13 


a TOM 


1 Q "7 

X uo / 




OCiK. 


1 ftO 
X o ^ 


X < 


. X D X 


1 7 
X / 


RR7 
« o O / 


99 


• O U X 




00 


38 


. 18 


BTOM 
I\ 1 KJi'l 


1 n Q Q 

X U O C5 


oa 


0£jrC 


1 ft "5 
X o ^ 


- n 


9 T ^ 
> Z J O 


1 7 
X / 


. 762 


22 


. 970 


1 . 


00 


3 8 


. 1 8 




1 n Q Q 
X u o y 




OIIjK. 


1 ft o 
X o z 


- n 


. D J u 


1 

X o 


n c: 


97 


94ft 


X < 


oo 

KJ KJ 


7 1 

O X 


0 ft 
. u o 


A TOM 


1 n o n 
X u y u 


oo 


orjK 


X oZ 


u . 


n n 4 


1 R 
X IJ 


7 Q1 
. / 7 X 


94 


4 n ft 

. f± u o 


T 

X . 


0 o 

KJ KJ 


7 1 

J X 


0 ft 
• \J o 


ATOM 
r\ x KJVl 


1 HQ! 
X u y X 




OCiXx 


1 fto 
X oz 


- n 


. t X o 


1 ft 
X o 


<^1 9 
. O X z 


24 


2 27 


3_ ^ 


00 


3 8 


, 18 


A TOM 

i\l\jn 


X 


KJ 


G1?P 


X 


X . 


^ 9 n 
1 o z u 


1 Q 

X 17 


. u o o 


94 

Z fx 


• o J ft 


]^ ^ 


00 


3 1 


. 08 


A TOM 

n X KJi'l 


X U!7^ 


IN 


ai a 


X o ^ 


A 


on 

• O 7 U 


1 ft 

X o 


7 QQ 
• / 77 


94 
Z f± 


. 7 O X 


n 

X • 


00 

, \J KJ 


14 


. 47 


A TOM 


X uy 


oa 


ai a 


xo^ 


n 


71 1 
• /XX 


1 Q 

X 7 


. O V 7 


9^; 
^ o 


1 

• X O 7 


1 

X « 


00 

. KJ \J 


14 


. 47 


A TOM 
r\ 1 KJi'l 


X 




aT.a 


Xo J 


X 1 


• O / 


1 Q 

X 7 


ni 4. 

• U Xft 


97 


■ X D W 




00 

. \J KJ 


4 


. 36 


ATOM 


X Ul70 




at a 


X O J 


X > 


1 OA 


9 1 
^ X 




9t^ 


R7n 

. O O U 




00 


14 


. 4 7 


a TOM 
i-i X KJVl 


1 n Q 7 
X u y / 


KJ 


ai a 


1 ft*^ 
X o o 


n 

X . 


14ft 
> Xrr O 


9 1 

Z X 


Q1 Q 

.7X7 


9fi 
^ o 


71 9 
. / xz 




00 


4 


. 3 6 


a TOM 
A X KJVl 


1 n Q Q 

X U y o 


M 
IN 


vjrXj X 


1 ftil 
X O ft 


X . 


T ft 9 
. J O Z 


9 1 

Z X 


. .J X D 


94 


c:4 
* O 3fx 




oo 

1 Kf KJ 


2 


. 00 


a TOM 
J\X\JVl 


1 n Q Q 
X u y y 


oa 


OXj X 


1 ft il 
X O 


n 

X . 


7 


9 9 


^^4 4 
. D *i *4 


94 


117 

. X X J 




oo 

. KJ KJ 


2 


0 0 


a TOM 
ALKJVI 


linn 
xxu u 




rsT V 

VjXj 1 


1 ftA 




. ^ o ^ 


9 9 


. O 7 J 


94 
Z ft 


1 ftl 

. X O X 


X • 


00 


2 


. 0 0 


a TOM 

AlKjVl 


Tim 
xxux 


w 




XO'± 


•a 


• 07X 


94. 


04 


94 
z ft 


nfti 

• W O X 


X • 


oo 

. \J KJ 


1 7 


.40 


ATOM 


1 1 no 

XX 


VT 


TT.T? 
XXjCi 


X O 3 


A 

rt . 


OA 7 


9 1 

^ X 


R9fi 

• O 4& O 


94 


77n 


^ 


00 


2 


. 00 


ATOM 


1 1 ni 

XXUo 




TT T? 


X O 3 


O ■ 


R1 1 
• 3XX 


9 1 
^ X 


R Q4 
• O 7fl 


94 


4^4 
• ft Oft 


1 

X < 


oo 

> KJ \J 


2 


O 0 


a TOM 


X X Uft 


on 


TT "C 
XljJli 


1 ft 
X o D 


o . 


n4 1 

. VJ ^ X 


9 n 


RQQ 
• O 77 


9 R 


t^l 4 
• 3 Xft 


1 

X • 


oo 


4, 

ft 


QO 

• 7 W 


a TOM 
M. X KJVI 


1 1 n R 

X X U J 




TT 


1 ft c: 
X o 3 


•7 
/ 


1 9 


91 
^ X 


1 9R 
. X^S O 


9R 


7<^n 

• / Ov 


X ■ 


00 


4 


QO 

. 7 V/ 


A T^M 
ALKJM 


X X u O 




TT T7 


1 ft 
X o O 






9 1 
Z X 


nn^^ 
. u u o 


9^^ 


ft n ft 

. O u o 


X . 


o o 

. KJ KJ 


ft 


Q 0 

* 7 U 


ATOM 


1107 


GDI 


XIjE 


loo 




. ^ o^ 




OCT 

. oox 


Z 1 


. /bo 


X . 


n n 


ft 


Q O 

. y u 


ATOM 


1108 


C 


ILE 


185 


6 


.205 


21 


.541 


23 


.153 


1, 


. 00 


2 


.00 


ATOM 


1109 


O 


ILE 


185 


5 


.973 


20 


.468 


22 


.613 


1. 


.00 


4 


.90 


ATOM 


1110 


N 


ILE 


186 


7 


.077 


22 


.423 


22 


.666 


1. 


.00 


7 


.82 


ATOM 


1111 


CA 


ILE 


186 


7 


.823 


22 


.185 


21 


.428 


1, 


.00 


7 


.82 


ATOM 


1112 


CB 


ILE 


186 


7 


.435 


23 


.175 


20 


.302 


1. 


.00 


17 


.50 


ATOM 


1113 


CG2 


ILE 


186 


8 


.323 


22 


, 972 


19 


.099 


1 . 


.00 


17 


.50 


ATOM 


1114 


CGI 


ILE 


186 


5 


.983 


22 


.934 


19 


.882 


1 . 


.00 


17 


.50 


ATOM 


1115 


GDI 


ILE 


186 


5 


.434 


23 


.973 


18 


. 961 


1 . 


. 00 


17 


,50 


ATOM 


1116 


G 


ILE 


186 


9 


.326 


22 


.221 


21 


.688 


1. 


. 00 


7 


. 82 


ATOM 


1117 


O 


ILE 


186 


9 


. 962 


23 


.267 


21 


. 659 


1. 


. 00 


17 


.50 


ATOM 


1118 


N 


HIS 


187 


9 


.872 


21 


.023 


21 


.849 


1, 


.00 


22 


.00 


ATOM 


1119 


CA 


HIS 


187 


11 


.277 


20 


.752 


22 


.148 


1. 


.00 


22 


.00 



114/150 



10/501002 





lion 




nxo 








rix o 








n X o 


Ai vjiyi 


i ±^ J 


INUX 


rlX o 




± X Z rt 




WT Q 

nx o 




X XZ 3 




MT G 


TV TT^iur 


X X^e o 


r* 
L. 


UT G 
rlXo 


AivJIYl 


XXZ / 


f\ 
\J 


TJT G 
nXo 


AiUIVl 


X X^O 


TVT 


ano 


Ai UlYl 


1 1 O Q 
X X z ^ 


^«A 


ArCo 


Ai UlVl 


X X^ u 


on 


ano 


Ai UIVl 


X X J X 




A oo 


Ai vJIn 


X X J Z 




ZVT?0 
AK*j 


AiVJIVl 


X X J J 


IN ni 


A no 
AKo 




XX^4 


Of? 


A no 
AKo 


Al\jn 


XX^ 3 


ivriJT 
JNnX 


AKo 


Aixjr'i 


XX Jo 


MHO 

Mxl^ 


AK\b7 


Aiujyi 


XXJ / 




Ano 


AJ. vJIVl 


X X J O 


/-I 


A no 
AKvj 


Ai Ulrl 


X X J y 


"NT 


A CD 
Aorr 


AiUM 


X X4 U 


OA 


A O D 

Aof 


AiUJVl 


X X4 X 


OQ 


A on 


A "y/^M 
AiUIVl 


X Xfk Z 


oo 


A on 


AiUJVl 


XX4 J 




A on 
Aof 


AT/^iur 
A±\Jjyi 


XX44 




A on 
AoF 


AiwiVl 


XX4 o 


/-I 


2V CD 
Aof 


ATOM 


X X4 O 




2V CD 
AO XT 


AJL vJM 


X X4 / 


■NT 
JNI 


T TTTT 


Ai UIm 


X X4 O 


OA 

L.A 


T TTTT 


ATOM 


1 14 9 


on 


LiEU 


A T'/^M 

AiUlYl 


xxou 




T T?TT 


AlVJlYl 


X XDX 


OT11 


T ITTT 


AiUM 


xxb^ 


or^o 


T CTT 


ATOM 

Ai \jn 


XX3 J 


v- 


T 'PTT 


ATOM 




vJ 


XjCiU 


A TOM 


XXOD 


TVT 
IN 


T VO 
Xi X O 


A TOM 

Ai Vjln 


X X z> b 


OA 

V^A 


T VO 

Xi X o 


A TOM 

Ai vJlrl 


• xxd / 


on 


T VO 
Xj X o 


A TOM 

Ai UJYl 


X X O O 


oo 


T VO 

Xi X o 


A TOM 

AiUM 


XX3 7 


OT^ 


T VO 

Lix o 


ATOM 

AiUM 


XXbU 


OI7 


T VO 

LiX o 


ATOM 


XXoX 


NZ 


T VO 


A TOM 

ATOM 


XXoz 


C- 


T VO 


A T/^M 

AiOM 


X Xo J 


O 


LYS 


A TOM 

Ai UM 


X X b4 


JN 


nno 


A T^M 

ATOM 


X xb b 


CD 


PRO 


ATOM 


1166 


CA 


PRO 


ATOM 


1167 


CB 


PRO 


ATOM 


1168 


CG 


PRO 


ATOM 


1169 


C 


PRO 


ATOM 


1170 


O 


PRO 


ATOM 


1171 


N 


SER 


ATOM 


1172 


CA 


SER 


ATOM 


1173 


CB 


SER 


ATOM 


1174 


OG 


SER 


ATOM 


1175 


C 


SER 


ATOM 


1176 


O 


SER 


ATOM 


1177 


N 


ASN 


ATOM 


1178 


CA 


ASN 



FIG. 3T 



187 11.575 19.297 

187 12.554 18.623 

187 12.384 17.652 

187 13.895 18.941 

187 14.509 18.191 

187 13.614 17.400 

187 12.310 21.680 

187 12.891 22.526 

188 12.508 21.499 
188 13.463 22.242 
188 13,201 23.739 
188 11.932 24.159 
188 11.856 25.658 
188 11.646 26.237 
188 12.366 27.234 
188 13.368 27.775 
188 12.038 27.749 
188 14.944 21.950 

188 15.799 22.651 

189 15.250 20.919 
189 16.646 20.543 
189 17.240 21.367 
189 18.767 21.294 
189 19.413 21.349 
189 19.320 21.164 
189 16.879 19.035 

189 17,730 18.635 

190 16.139 18.202 
190 16.293 16.757 
190 15.263 16.035 
190 13.848 16.009 
190 12.872 16.076 
190 13.618 14.777 
190 17.680 16.353 

190 18.072 16.672 

191 18.432 15.680 
191 19.764 15.222 
191 20.829 16.200 
191 20.620 16.731 
191 21.700 17.727 
191 21.478 19.088 
191 22.411 20.123 
191 19.932 13.829 

191 19.342 13.518 

192 20.669 12.944 
192 21.359 13.131 
192 20 . 872 11 .579 
192 21.939 11.032 
192 21.594 11.704 
192 21.318 11.529 

192 20.848 10.697 

193 22.190 12.464 
193 22.699 12.527 
193 23.830 13.569 
193 23.439 14.886 
193 21,582 12.804 

193 21.705 12.459 

194 20.475 13.372 
194 19.327 13.685 



21 . 


. 774 


1 


. 00 


3 . 


84 


22 . 


. 682 


1 


. 00 


3 . 


84 


23 


. 602 


1 


. 00 


3 , 


84 


22 


. 699 


1 


, 00 


3 . 


84 


23 


. 594 


1 


. 00 


3 . 


84 


24 


. 157 


1 


. 00 


3 . 


84 


21 


. 518 


1 


. 00 


22 . 


00 


22 


. 197 


1 


. 00 


3 . 


84 


20 


. 216 


1 


. 00 


6 . 


, 22 


19 


.401 


1 


. 00 


6 . 


, 22 


19 


. 445 


1 


. 00 


27 , 


37 


18 


.755 


1 


. 00 


27 . 


37 


18 


. 715 


1 


. 00 


27 . 


,37 


20 


. 043 


1 


. 00 


27 . 


. 37 


20 


. 560 


1 


. 00 


27 . 


.37 


19 


. 875 


1 


. 00 


27 . 


.37 


21 


. 742 


1 


. 00 


27 . 


. 37 


19 


. 652 


1 


. 00 


6 . 


. 22 


19 


. 123 


1 


. 00 


27 . 


, 37 


2 0 


.445 


1 


. 00 


12 . 


, 44 


20 


.7 05 


1 


. 00 


12 . 


. 44 


21 


.859 


1 


. 00 


15 . 


, 30 


21 


. 907 


1 


. 00 


15 . 


. 3 0 


90 
^ \j 


. 835 




. 00 


15 . 


, 30 


23 


. 017 


1 


. 00 


•15 . 


. 30 


20 


. 933 


1 


. 00 


12 . 


. 44 


21 


.731 


\ 


. 00 


15 . 


. 30 


20 


.208 




. 00 


2 . 


. 00 


2 0 


.327 


\ 


. 00 


2 . 


► 00 


19 


.4 67 


1 


. 00 


11 . 


. 08 


2 0 


.02 9 




. 00 


11 . 


. 08 


18 


.889 


1 


. 00 


11 , 


. 08 


20 


. 900 


1 


. 00 


11 , 


. 08 


19 


. 860 


1 


. 00 


2 , 


. 00 


18 


. 755 


1 


. 00 


11 , 


. 08 


20 


.715 




. 00 


2 


. 00 


2 0 


.357 




. 00 


2 


. 00 


2 0 


. 852 


1 


. 00 


15 


. 76 


22 


.261 




. 00 


15 


. 76 


22 


. 660 


1 


, 00 


15 


. 76 




• u ^ ^ 




, 00 


15 


. 76 




> ^ o ^ 




00 

» \J\J 


15 


. 76 


90 


Q4.1 




. 00 


2 


. 00 


91 

4S X 


. 7 3 '3 




. 00 


15 


. 76 


20 


9 RQ 




. 00 


8 


. 42 


18 


973 


1 


. 00 


6 


. 93 


9 n 


R 

. /DO 


1 


on 


8 


. 42 


19 


.809 


1 


.00 


6 


.93 


18 


.522 


1 


.00 


6 


.93 


22 


.205 


1 


.00 


8 


.42 


22 


.985 


1 


.00 


6 


.93 


22 


.576 


1 


.00 


15 


.86 


23 


.935 


1 


.00 


15 


.86 


24 


.063 


1 


.00 


24 


.60 


23 


.709 


1 


.00 


24 


.60 


24 


.931 


1 


.00 


15 


.86 


26 


.101 


1 


. 00 


24 


.60 


24 


.453 


1 


.00 


5 


.51 


25 


.306 


1 


.00 


5 


.51 



115/150 



ATOM 


1179 


CB 


ASN 


TV rp^lkir 

ATOM 


118 0 


CG 


TV OTvT 


ATOM 


1181 


ODl 


ASN 


TV fT'/^HiT 

ATOM 


1182 


ND2 


ASN 


ATOM 


1183 


C 


ASN 


ATOM 


1184 


O 


ASN 


ATOM 


1185 


N 


XLE 


ATOM 


1186 


CA 


ILE 


ATOM 


1187 


CB 


ILE 


ATOM 


1188 


CG2 


ILE 


ATOM 


118 9 


CGI 


ILE 


ATOM 


1190 


CDl 


ILE 


ATOM 


1191 


C 


ILE 


ATOM 


1192 


0 


ILB 


ATOM 


1193 


N 


VAL 


ATOM 


1194 


CA 


VAL 


ATOM 


1195 


CB 


VAL 


ATOM 


1196 


CGI 


VAL 


ATOM 


1197 


CG2 


VAL 


ATOM 


1198 


C 


VAL 


ATOM 


1199 


0 


VAL 


ATOM 


1200 


N 


VAL 


ATOM 


1201 


CA 


VAL 


ATOM 


1202 


CB 


VAL 


ATOM 


1203 


CGI 


VAL 


ATOM 


1204 


CG2 


VAL 


ATOM 


1205 


C 


VAL 


ATOM 


1206 


O 


VAL 


ATOM 


1207 


N 


LYS 


ATOM 


12 08 


CA 


LYS 


ATOM 


1209 


CB 


LYS 


ATOM 


1210 


CG 


LYS 


ATOM 


1211 


CD 


LYS 


ATOM 


1212 


CE 


LYS 


ATOM 


1213 


NZ 


LYS 


ATOM 


1214 


C 


LYS 


ATOM 


1215 


0 


LYS 


ATOM 


1216 


N 


SER 


ATOM 


1217 


CA 


SER 


ATOM 


1218 


CB 


SER 


ATOM 


1219 


OG 


SER 


ATOM 


1220 


C 


SER 


ATOM 


1221 


O 


SER 


ATOM 


1222 


N 


ASP 


ATOM 


1223 


CA 


ASP 


ATOM 


1224 


CB 


ASP 


ATOM 


1225 


CG 


ASP 


ATOM 


1226 


ODl 


ASP 


ATOM 


1227 


0D2 


ASP 


ATOM 


1228 


C 


ASP 


ATOM 


1229 


O 


ASP 


ATOM 


1230 


N 


CYS 


ATOM 


1231 


CA 


CYS 


ATOM 


1232 


CB 


CYS 


ATOM 


1233 


SG 


CYS 


ATOM 


1234 


C 


CYS 


ATOM 


1235 


O 


CYS 


ATOM 


1236 


N 


THR 


ATOM 


1237 


CA 


. THR 





FIG. 


3U 






194 


18, 


.844 


15. 


.115 


194 


19, 


.824 


16 . 


.151 


194 


20 


. 810 


15 . 


.821 


194 


19. 


.567 


17 . 


.406 


194 


18 . 


. 173 


12 , 


.701 


194 


17 


.006 


13 . 


.050 


195 


18 


.509 


11. 


.487 


195 


17 


.549 


10. 


.414 


195 


17 


.168 


10. 


.196 


195 


16 


. 066 


9 , 


.167 


195 


16 


. 701 


11 . 


.496 


195 


16 


.189 


11 . 


.344 


195 


' 18 


.260 


9 


.'174 


195 


19 


.418 


8 , 


.931 


196 


17 


.584 


8 , 


.402 


196 


18 


.175 


7, 


.192 


196 


18 


.364 


7 


.288 


196 


19 


.559 


8 


.175 


196 


17 


. 104 


7 


.831 


196 


17 


.379 


5 


.948 


196 


16 


.164 


6 


.010 


197 


18 


.083 


4 


.816 


197 


17 


.466 


3 


.529 


197 


17 


.871 


3 


.056 


197 


17 


.301 


3 


.987 


197 


19 


.386 


2 


. 944 


197 


17 


.711 


2 


.382 


197 


18 


.615 


2 


.422 


198 


16 


. 841 


1 


.382 


198 


16 


. 924 


0 


.191 


198 


15 


.583 


-0 


.091 


198 


15 


.690 


-0 


.379 


198 


14 


.314 


-0 


.471 


198 


13 


.538 


0 


.837 


198 


12 


. 062 


0 


.708 


198 


17 


.305 


-0 


.950 


198 


17 


.233 


-0 


.812 


199 


17 


. 688 


-2 


. 082 


199 


18 


. 096 


-3 


. 247 


199 


18 


.808 


-4 


.261 


199 


20 


. 040 


-3 


.730 


199 


16 


.929 


-3 


.898 


199 


17 


.110 


-4 


.445 


200 


15 


.730 


-3 


.795 


200 


14 


.526 


-4 


.362 


200 


13 


.440 


-4 


.653 


200 


12 


. 980 


-3 


.410 


200 


12 


.159 


-3 


. 554 


200 


13 


.434 


-2 


.294 


200 


13 


.968 


-3 


.444 


200 


12 


.801 


-3 


.553 


201 


14 


.794 


-2 


.475 


201 


14 


.459 


-1 


.494 


201 


14 


. 047 


-2 


.221 


201 


14 


. 806 


-1 


.561 


201 


13 


.427 


-0 


.417 


201 


12 


.812 


0 


.196 


202 


13 


.205 


-0 


.203 


202 


12 


.267 


0 


.841 



^3 ■ 


v3 / 


X . 


no 


7 ^ 






3 3 O 


X . 


on 


7 _ 






OOO 
z z ^ 


T 

X . 


Ci n 


7 








T 

X . 


n n 


7 ^ 


93 


o . 


X D O 


T 

X . 


nn 


^ • 


51 




1 Q 
> .3 O 7 


X • 


CiCi 

u u 








Ta ft 

. /JO 


1 

X . 


n n 
u u 


0 


no 




. D r U 


1 

X • 




0 

Z 1 


nn 


O'X 




1 

X . 


nn 


1 1 

X X . 


QA 


O "X 


. U X D 


T 

X . 




11 


94 


o o 


AAf^ 


X . 


n n 


11 




O T 


, U fi X 


T 

X . 


u u 


1 1 

X X I 




O c; 


c\n A 


X . 




9 


n n 


OA 


T "a n 

. /JO 


X . 


n n 


X X . 


QA 


O 


. 27U7 


X . 


nn 

. uu 


9 

Z 1 


n n 


o a 


Ad'i. 
. 4 O J 


X • 


nn 


z . 


nn 
. uu 


O Q 
Zo . 




X • 


nn 


z . 


nn 
. uu 


O Q 




X « 


nn 

. u u 


o 

z < 


n n 
. u u 


o o 

/L O . 


^ fi n 
. o o u 


n 

X . 


n n 


o 

z . 


n n 


o . 


> X u u 


X . 


n n 


z 


n n 


o c 

Z3 . 


Q Q "7 


X . 


. u u 


z 


n n 


Zo . 


. UXo 


X . 


n n 


9 

Z D 


9 
. Z O 


ZD . 


. D O 7 


X . 


n n 


9 

Z D 


9 
. Z O 


O A 


O C 

. Z DU 


X . 


n n 

. u u 


Q 


ni 
. ux 


o "a 


. J. 70 


X . 


n n 
. uu 




m 

. U X 


Z4 ( 


y ±0 1. 


X 1 


n n 
. u u 




n 1 

. U X 


o a 

zo . 


C^O 
. O DZ 


X . 


nn 

. uu 


9 

Z D 


O 

. z o 


z / . 


. ft yz 


X . 


n n 
. u u 




n 1 

. U X 


O 

Z D . 


"a 


X . 


n n 


p 
o 


4. 9 


z / 


"a Q T 
. J y J 


X . 


n n 
. u u 


p 
o 


A 9 
. ft Z 


O Q 

z o 


. u / u 


X . 


n n 
. uu 


"a n 
J u 


. D X, 


O Q 

Z 7 • 


HA 
. D / rk 


X 1 


n n 
. u u 


"a n 


. D X 


J u 


. Z X7 


X , 


n n 
. uu 


^ n 
J u 


. D X 


•a f\ 


n "a Q 


X , 


n n 
. uu 


•a n 
J u 


. DX 


J U 


.All. 


X . 


n n 


"a n 


. D X 


Z D 


. *±t> z 


X . 


n n 
. u u 


p 
o 


4 9 
. ft Z 


Z Z> 


O "3 Q 
. Z J O 


X , 


n n 
. u u 


"a n 


. D X 


o n 
z / 


. U ri X 


X 


n n 


1 9 
X z 


n 


Z b 


r\ 

. Z b U 


1 
X 


. u u 


1 9 

xz 


. / U 


Z / 


. X Dft 


X : 


n n 
. uu 


z 


1 "a 

. X J 


2/ 


. OZ O 


X 1 


. UU 


z 


T "a 
. X J 


ZD 


CIO 
. Dlo 


X 


. UU 


1 9 
XZ 


*? n 
. / u 


z4 


A A n 


X 


n n 
. UU 


Z 


T "a 

. X J 


2 6 


.0 91 


1 


. UU 


Z 


. u u 


Z D 


A Q A 


X 


n n 
. u u 


Z 


n n 
. u u 


z o 


. O J O 


X 


. U U 


1 "a 
X J 


Q "a 


27 


.3 00 


1 


. 00 


13 


. 93 


28 


.228 


1 


.00 


13 


. 93 


26 


.997 


1 


. 00 


13 


.93 


24 


.424 


1 


.00 


2 


.00 


24 


.054 


1 


.00 


13 


.93 


24 


.027 


1 


.00 


34 


.23 


23 


.002 


1 


.00 


34 


.23 


21 


.712 


1 


. 00 


23 


.39 


20 


,216 


1 


. 00 


23 


.39 


23 


.384 


1 


. 00 


34 


.23 


22 


.521 


1 


.00 


23 


.39 


24 


.671 


1 


.00 


5 


.40 


25 


.065 


1 


.00 


5 


.40 



116/150 



ATOM 


T O "5 Q 


V-.B 


ATOM 


T O T Q 


0(j1 


ATOM 


1240 


CG2 


ATOM 


1241 


C 


ATOM 


1242 


U 


ATOM 


1243 


N 


ATOM 


1244 


<^ A 

CA 


ATOM 


124b 


Co 


ATOM 


124 6 


CU 


AiOM 


124 / 


V_.JJ1 


ATOM 


124 o 


v_U2 


ATOM 


124 9 


C 


ATOM 




vJ 


ATOM 


1251 


N 


ATOM 


1252 


CA 


ATOM 


1253 


CB 


ATOM 


1254 


CG 


ATOM 


1255 


CD 


ATOM 


1256 


CE 


ATOM 


12 57 


NZ 


ATOM 


12 58 


C 


ATOM 


1259 


O 


ATOM 


1260 


N 


ATOM 


1261 


CA 


ATOM 


1262 


CB 


ATOM 


12 63 


CG2 


ATOM 


1264 


CGI 


ATOM 


1265 


CDl 


ATOM 


12 66 


C 


ATOM 


12 67 


O 


ATOM 


1268 


N 


ATOM 


1269 


CA 


ATOM 


1270 


CB 


ATOM 


1271 


CG 


ATOM 


1272 


CDl 


ATOM 


1273 


CD2 


ATOM 


1274 


C 


TV rn/^ikyr 

ATOM 


1275 


O 


ATOM 


12 76 


N 


ATOM 


1277 


CA 


ATOM 


1278 


CB 


ATOM 


1279 


CG 


ATOM 


1280 


ODl 


ATOM 


1281 


0D2 


ATOM 


1282 


C 


ATOM 


1283 


O 


ATOM 


1284 


N 


ATOM 


1285 


CA 


ATOM 


1286 


CB 


ATOM 


1287 


CG 


ATOM 


1288 


CDl 


ATOM 


1289 


CD2 


ATOM 


1290 


CEl 


ATOM 


1291 


CE2 


ATOM 


1292 


CZ 


ATOM 


1293 


c 


ATOM 


1294 


O 


ATOM 


1295 


N 


ATOM 


1296 


CA 



FIG. 



rp TT'O 

irlK 


o n o 
2 U2 


±± 


rpTjo 

IrxK 


*> fi *5 
Z U Z 


1 O 
X Z 


i rlK 


o n o 


T ft 


i riK 


o n o 
2 U2 




i rlK 


o n o 
2 U 2 


1 A 
1 *t 


T PTT 




1 9 
J.^ 


T CTT 


o n "5 




T CTT 


2 U3 


1 ^ 


J TTTT 


o n o 

2U^ 


1 ^ 


T "CTT 


"5 n "5 

2 U J 


1 4 
X rt 


J T7TT 


o n 1 


J. 4^ 


T T7TT 


^ U J 




T T?TT 


^ U J 


J. J. 


T VO 


o n yi 
2 




T VO 


2 


X2 


T VO 


O ft A 
2 U4 


X^ 


T VO 


O ft yl 
2U4 


X X 


T VO 


O ft j1 

2U4 


X X 


LYS 


O ft /I 

2 04 


1 ft 

1 0 


LYS 


2 U4 


Q 

y 


LYS 


2 04 


X J 


LYS 


204 




XLE 


O ft c 
2Ub 


X2 


XLE 


O ft c 

205 




ILE 


205 


12 


ILE 


O A C 

205 


1 O 


ILE 


205 


12 


XLE 


O A C 

2 0b 


X X 


1 Ltti 


O ft c 

2 U b 


X J 


T T C 

ILb 


O ft c 

2 Ub 


X 2 


T 'CTT 
XjCtU 


O ft ^ 

2Uo 


X^ 


T "CTT 


O ft c 
2 UO 


X 3 


LEU 


O ft ^ 

20o 


lo 


T CTT 


O ft c 

2Ud 


X / 


T CTT 


o ft £r 
2 U D 


X y 


LEU 


O ft c 
2 U b 


X b 


T CTT 


O A £r 
2 U b 


X H 


T CTT 


O A ^ 

2 U b 


X ft 


ASP 


O A '7 

2 U / 


X b 


ASP 


O ft T 

20 / 


Xfl 


ASP 


207 


lo 


ASP 


207 


lo 


ASP 


207 


lo 


ASP 


207 


1 7 


ASP 


2 0 7 


1 J 


ASP 


2 07 


13 


PHE 


208 


13 


PHE 


208 


12 


PHE 


208 


11 


PHE 


208 


10 


PHE 


208 


11 


PHE 


208 


9 


PHE 


208 


10 


PHE 


208 


8 


PHE 


208 


9 


PHE 


208 


12 


PHE 


208 


11 


GLY 


209 


13 


GLY 


209 


14 



3V 

.569 0.533 26. 

.519 0.015 27. 

.450 -0.470 26. 

.026 2.154 25. 

.192 2.184 25. 

.375 3.231 24. 

.022 4.537 24. 

.267 4 .898 ' 23 . 

.898 6.228 22. 

.745 6.067 21. 

.805 7.260 22. 

.318 5.678 25. 

,093 5.743 25. 

.126 6.580 25. 

.640 7.749 26. 

.649 7.484 28. 

.461 6.691 28. 

.669 6.344 30. 

.467 5.612 30. 

.735 6.418 31. 

.473 9.003 26. 

.664 8.929 26. 

.822 10.155 26. 

.467 11.437 26. 

.566 12.327 25. 

.193 13.713 25. 

.375 11.623 23. 

.334 12.228 23. 

.746 12.082 27. 

.885 12.099 28. 

.966 12.590 27. 

.401 13.212 28. 

.916 13.070 29. 

.509 11.665 29. 

.016 11,740 29. 

.895 10.831 30. 

.975 14.669 29. 

.370 14.961 30. 

.279 15.568 28. 

.922 16.984 28. 

.142 17.877 28. 

.622 17.795 26. 

.316 16.816 25. 

.334 18.734 26. 

.694 17.442 27. 

.144 16.682 26. 

.258 18.680 27. 

.107 19,280 27. 

.056 19.774 28. 

.493 18.678 29. 

.197 18.236 30. 

.297 18.052 28. 

.727 17.173 30. 

.809 16.986 29. 

.528 16.539 30. 

.592 20.403 26. 

.814 21.161 25. 

.915 20.484 26. 

.591 21.435 25. 





1 

X • 


. \j \j 


•a 

J . 






X • 


> u u 


•a 

J • 




X O X 


T 

X . 


ft ft 


~j . 




TOO 
X ^ ^ 


X . 


n n 

. u u 




4 ft 


c; 1 Q 

3 X y 


X . 


ft ft 






O 70 


X ■ 




o . 




O ^1 X 


1 

X 1 


ft ft 


o . 


1 1 

X X 


X OU 


1 

X 1 


ft ft 


^ * 


nn 


T'^ Q 
r ^ 7 


X < 


ft ft 


^ * 




4. R 
fx O O 


J. < 


nn 


^ • 


00 


D J / 


X < 


ft ft 


^ . 


ft ft 

. u u 


J O *± 


n 

d. < 


ft ft 


o • 


11 


A A C\ 
U 


X . 


ft ft 


o 

^ < 


ft ft 




T 

X < 


ft ft 


2 


0 0 


o / y 


X < 


ft ft 

> yj u 


0 


on 


1 fiQ 
X O 7 


X . 


ft ft 


XO • 


. O X 


/ X.3 


X . 


ft ft 


X3 • 


ft 1 

> O X 


X /o 


X . 


ft ft 


X3 • 


> O X 


TiQ 

/ J y 


X . 


ft ft 


X O , 


. C3 X 


/ / z 


X . 


ft ft 


X 3 . 


P 1 

. O X 


Job 


X . 


ft ft 

. u u 


o 


ft ft 


U / / 


X . 


ft ft 

. u u 


Xb . 


p 1 
. O X 


A^n 


X . 


ft ft 


^ . 


ft ft 
. u u 


o o o 
222 


X , 


ft ft 

. uu 


2 . 


ft ft 

. u u 


"3 c: 
J J b 


X 


ft ft 

. uu 


. 


, 2 / 


Xob 


1 
X 


ft ft 

. uu 


A 


> 2 / 


y / o 


X . 


ft ft 

. uu 


A 

fr . 


O 1 


ft 'T 

U b / 


X 


ft ft 

. u u 


A 

ft . 


o n 


C7 Q 
3 / b 


X 


ft ft 

. u u 




ft ft 

. u u 


A a A 

^ bfk 


X 


ft ft 


A 


O '7 




X 


ft ft 

. u u 


Q 

7 . 


^A 




X 


ft ft 

. uu 


Q 


^A 


x^ y 


X 


ft ft 

. uu 




ft ft 
. U U 




X 


ft ft 

. u u 


^ . 


ft ft 
. U U 


O QO 
Z O ^ 


1 
X 


ft ft 

. uu 


o 


ftft 
• UU 


O A n 
24 U 


X 


ft ft 

. uu 


Z . 


ft ft 

. u u 


O fii 
z ^ b 


X 


ft ft 


7 . 


^A 
. Jfr 


Z O D 


T 
X 


ft ft 
. u u 


9 


ft ft 
. U U 


O Q Q 

2 y o 


X 


ft ft 

. uu 




ft ft 

. u u 


A *3 "3 
ft O .3 


X 


ft ft 

. uu 




ft ft 
. u u 


T "5 ft 

lo U 


X 


ft ft 

. uu 


2X 


ft Q 

. uy 


O /2 


X 


ft ft 

. uu 


ZX < 


ft Q 

. uy 


o yi f 

y4o 


1 


ft ft 

. uu 


2 X 


ft o 

. uy 


248 


1 


A A 

. Uu 


2 X 


ft Q 

. u y 


^ o o 
62 o 


X 


A A 

. uu 


2 


ft ft 
. u u 


Q A 

o J4 


X 


A A 

. u u 


O 1 
2 X 


ft Q 

. u y 


8 72 


1 


. 00 


10 


. 73 


180 


1 


. 00 


10 


.73 


182 


1 


.00 


2 


.16 


054 


1 


.00 


2 


.16 


183 


1 


.00 


2 


.16 


720 


1 


.00 


2 


.16 


968 


1 


. 00 


2 


.16 


493 


1 


. 00 


2 


.16 


622 


1 


. 00 


2 


.16 


268 


1 


. 00 


10 


.73 


688 


1 


. 00 


2 


.16 


177 


1 


.00 


5 


.67 


325 


1 


.00 


5 


.67 



117/150 




FIG. 3W 



Ai UlYl 


1 O Q "7 
J. ^ 7 / 


\^ 


ni V 

OXiX 


^ U 7 


1 A 
x*± 




0 0 
z z 


Q1 7 

w J X 1 


25 . 


, 544 




. 00 


5 . 


. 67 


ATOM 


J. ^ Z7 O 


o 


^Xt X 




14 


. *±o X 


23 


, 427 


26 


. 673 




. 00 


33 . 


. 44 


ATOM 


T n Q Q 

i ^ J7 J7 


"NT 


T T7T7 
XjCiU 


Z X 


1 A 
X fx 


9 QQ 
. z 7 7 


0 1 

Z J 


. 604 


24 


.413 


1 


. 00 


21 . 


. 09 


a TOM 


T o n n 


L.A 


T "PIT 
XjCjU 


Z X u 


1 A 
X *± 


1 

« X ^ 3 


O R 

Z i3 


n R9 

. \J 3 z 


24 


• J D J 




. 00 


2 1 . 


. 09 


ATOM 


T 1 n 1 
J.^ U X 


OTa 


T T7TT 


oi n 

Z X u 


1 A 
x*± 


4. 1 1 
. X X 


0 K 

Z 3 


mi 

, Zj J X 


22 


928 


3^ 


. 00 


15 . 


3 9 


A TOM 




on 


T.T?TT 
XjXLiJ 


^ X u 


1 ^ 

X Q 


• O O 7 


0 S 
z ^ 


• / W X 


22 


son 




. 00 


15 . 


. 3 9 


ATOM 




^x/x 


T.PTT 


z J. u 


1 

X D 


• / 7 X 


24 


. o o o 


23 , 


. 048 




. 00 


15 . 


. 39 


ATOM 


1 *i n A 


V«X/4£ 


T.17TT 


91 n 

^ X u 


X ^ 




0 R 
z o 


. 854 


20 


. 987 


1 


. 00 


15 . 


, 39 


ATOM 


n -J n 
X J U D 


o 


T T?TT 


91 n 

Z X u 


1 9 
XZ 


p 

• o u o 


O R 

Z 3 




04 

Z*! 1 


ft^R 
• o o o 


]^ 


on 

m \J\J 


21 


09 


ATOM 


X J u o 


o 




9 1 n 

Z X u 


11 


. 781 


24 


872 


24 


. 74 0 


1 


. 00 


15 . 


. 39 


ATOM 


1 1 n T 
X JJ u / 




AT A 
AXiA 


911 
Z X X 


1 9 
X z 


p 9 c; 
. o z o 


0 

z o 


74 0 


0 ^ 

Z 3 . 


. D O 


X 


on 


12 


93 


ATOM 


X ^ u O 


oa 




911 
Z X X 


1 1 

X X 


fil 

• O X o 


27 


mp 

. ^ 3 o 


2 5 


. 993 




. 00 


12 . 


. 93 


ATOM 


Tin Q 

X J U i? 




AXjA 


911 
Z X X 


11 

X X 


0 9 0 


O P 
z o 


1 ^ 

. J O 3 


2 7 


.0 92 


1 


. 00 


2 6 


16 


ATOM 


X J X u 




AT A 
AXjA 


91 1 


1 n 
X yj 


p m 

• O D X 


9 fi 
z o 


n4 Q 


2 4 


R 7 1 


3^ 


. 00 


12 


93 


ATOM 


XO X X 


o 


AXjA 


91 1 
4S X X 


1 1 

X X 




Oft 
z o 


. 842 


24 


.167 


3^ 


. 00 


26 


. 16 


ATOM 


XO X ^ 




THP 

X n£\. 


91 7 

^ X f 




. 244 


0 
J z 


. .3 3 


26 


. 028 


1 


. 00 


51 


, 78 


ATOM 


X X ^ 


001 


TUD 

X rlK 


9 1 
^ X / 


9 n 


nn9 

. OOZ 


1 1 

J X 


. U 3 o 


0^ 

zo < 


ni 7 

. U X / 


1 

X 


nn 


3 X i 


7ft 

• / O 


ATOM 


1 n 4 

Xo X^x 




TUP 
X nxv 


91 n 

^ X f 


0 n 


. .J .J 3 


1 0 

.J z 




04 

Z*x 


• O *± 7 




on 

m \J\J 


51 


. 78 


A TOM 


X J X O 




TUD 

i rlK 


9 1 
Z X / 


9 9 


4 9 
. 4 Z O 


1 1 


191 
. XZ J 


O 7 
Z f 


n 9 
. u o z 


X 


o o 


44 


p R 

■ O 3 


A TOM 


Xo X D 


\J 


1 rlK 


9 1 T 
X f 


9 "a 

Z O 


n n p 
. u u o 


1 9 
o z 


p c; 

. D O 3 


0 

Z D 


. VJ 3 O 


X 


OO 


R1 

3 X . 


7ft 

. / O 


A TOM 
A J. 


X J X / 


"NT 


1 rlK 


9 1 T 
Z X / 


9 n 


A P P 
* r£ O O 


1 4 
J ft 


<^ 9 c: 
. D / 3 


9 

Z O 


Q 1 Q 

. S7 O 17 


T 
X 


OO 


44 


P S 

• O 3 


A T'OIUI 


X J X o 


OA 

L.A 


TTJ"D 

IriK 


919 

4&X / 


9 n 


Q n 9 


1 1 


9 c: 
. Z 33 


9 7 
Z / 


1 ni 

. X U.3 


X 


OO 


4 4 


P ^ 
. O 3 


ATOM 


1 *a 1 o 

XO X 7 






91 a 
^X O 


91 




1 1 


471 


Oft 

Z O < 


1 7^; 

• X / o 


1 
X 


no 


3 J 


0 1 


ATOM 

Ai vJM 


1 *a o n 
x^^ U 


V^A 




91 n 
^xo 


9 A 


t^l 9 
. 3XZ 


1 1 


4 n n 
• u u 


O P 

z o 


9 71 
. Z / J 


1 

X 


no 


t^l 

3 J , 


01 

• w3 


ATOM 

Ai VjIYl 


1 O O 1 
X ^ ^ X 


OO 


trtict 


91 fi 
4& X o 


9 


n Q1 


1 4 


oo n 
. o z u 


O P 

z o 


1 n 

. ^ O u 


1 

X 


no 


1 n 

J VJ . 


ni 

• 1/3 


ATOM 

Ai VJItj 


1 "3 o o 
X o z ^ 


oo 


OUT? 


9 1 Q 
Z X O 


9 


RP 9 


14 


P C7 
.00/ 


Oft 
zo 


■ 333 


1 

X 


nn 


1 n 


ni 

• V/3 


A TOM 


T O O 

Xo ^ J 


L.XJX 


Irricj 


9 1 P 
Z X O 


9 '7 
Z 1 


. *i *± D 


14 


P7 
.00/ 


07 
z / 


4 74 


1 

X 


nn 


1 n 

3 U 


ni 

• U 3 


A TOM 

Ai ujyi 


T "3 O /I 
X J ^ 4 


o"r\o 


T3XJX7 


9 1 P 
A Xo 


9 9 


19 1 
. X Z X 


1 


Tin 

. X X u 


9 Q 

Z 17 


p 9 n 
. o z u 


X 


o o 


1 n 

3 VJ 


01 

• VJ 3 


A TOM 


T T O C 


L,CjX 




9 1 P 
Z X o 


9 P 


P 11 


1 4 


9 4 P 


9 7 
z / 


f;4 4 


X 


OO 


1 n 

3 VJ 


01 

. VJ 3 


A T<^M 

Ai vJIYl 


T o o £r 

X J ^ O 


OTTO 




O 1 Q 
Z XO 


9 P 


n Q 


1 


1 94 
. X / ^ 


1 n 


m 4 

. U Xft 


T 
X 


o o 


1 O 
3 VJ 


0 1 
. VJ 3 


A TOM 


T 'i O T 




irrli!« 


9 1 Q 
Z X O 


9 Q 
Z 17 


19 4 


1 4 


Q Q 9 
. 7 I7Z 


9 P 

z o 


Q1 Q 


1 

X 


oo 


1 o 

3 \J 


01 
. U 3 


ATOM 

Al 


1 *3 O Q 
X O 


\^ 


OUT? 


9 1 Q 
^Xo 


94 




1 9 
J Z 


9 1 
. 3ZO 


9 Q 
Z 9 


4 t^l 
. ft 3iJ 


1 

X 


on 


33 


01 
• V/3 


ATOM 


1 "5 O Q 
X^ Z 7 


o 


OUT? 


91 
Z X O 


OA 


• ZOO 


1 0 
J z 


4 n Q 

• V/ 7 


10 


4 7ft 
• *± / o 


1 

X 


on 


10 
3 \J 


01 

• 1/3 


ATOM 


T O '2 n 

X J J u 


XT 


MT?T 

nui X 


91 Q 
Z X 7 


9 C 


1 CiA 


1 1 

O X 


P71 
. O / X 


OQ 
Z 7 


o^;i 

. Z O X 


1 

X 


nn 


11 
3 3 


ni 

• V/ X 


ATOM 
Al VJIYI 


1 "5 1 
X ^ ^ X 


OA 

V^A 


MT?T 
1*1 ill i 


9 1 Q 
Z X ^ 


9 


91 1 
. / X J 


1 o 


Q Q9 
. Z7 7 Z 


1 n 


0 m 

. Z 3 X 


T 
X 


no 

• U \J 


1 1 
3 3 


m 

. VJ X 


ATOM 


1 "a "3 o 
X o ^ z 




MT?T 
1*1 111 i 


91 Q 
Z Xzf 


9 ^ 


1 P 1 
. O o o 


9 Q 
Z ^ 


^ 9 Q 
. 3 Z 17 


9 Q 
z ^ 


Q4 

. 7 *4 3 


1 

X 


oo 


e^7 

3 / 


. 60 


ATOM 
A 1 \Jiyi 


1 1 "a "3 

X O ^ J 


oo 


MT7T 


91 Q 
Z X ^ 


9 


1 no 

. X u z 


9 P 
Z O 


Q n 

. 17 o u 


1 n 


R1 7 
. 3 X / 


X 


o o 


R7 
3 / 


fiO 

• D VJ 


ATOM 


1 "a "3 4 

X J J rt 




MT?T 
1*1 XL i 


91 Q 

Z X J7 


9 


n Q n 

. U J7 u 


9 9 
z / 


1 fii 

. X D X 


1 n 


1 9 ft 
. X z o 




OO 

. V VJ 


S7 

3 / 


. 6 0 


ATOM 
Ai yJi'i 


T Q Q C 


OT? 


MT?T 
l^lCi X 


91 Q 

Z X J7 


9 4. 


9 1 
. I XO 


9 9 

Z / 


9 1 Q 

. Z X 7 


9 P 
z o 


0 c;i 

. ^ 3 X 




OO 
. V VJ 


57 


, 6 0 


ATOM 


1 "a 1 

X^ J o 


r* 

V- 


MT?T 


9 1 Q 
ZX^ 


9 P 


9 1 R 
. Z XD 


1 1 
.3 X 


1 19 

• X.9 Z 


1 n 


n ft 

. \J O 3 


1 

X 


on 

. VJV 


11 

3 3 


m 

• V/ X 


ATOM 


Xo^ / 




MT?T 


91 Q 
^ X^ 


9 Q 


. D 7rt 


1 1 
O X 


4 7fi 


OQ 
Z 17 


. w U X 


1 

X 


nn 


R7 
3 r 


^?o 

.Ok/ 


ATOM 

AlUIVl 


T O O Q 

X JO o 




MT?T 


9 9 n 
ZZ\J 


9 P 
Z O 


QC9 


1 n 


P7Q 


1 1 
^ X 


1 c^4 
. X3fB 


n 
X 


nn 


1 

3 O 


A R 

. 3 


A T^M 

Al UM 


T *5 O Q 
X J J 7 


OA 

L^A 


MCT 


'3 o n 
zZ U 


J U 


4 AP 


1 c\ 


Q9 n 

. 27 Z U 


1 1 
J X 


ni 

. U.3 3 


X 


nn 


1 

3 O 


4 
. ft 3 


A Ti/^M 

Ai UM 


T o /I r\ 
X J 4 U 


OT3 


MCt i 


T o r» 
ZZ\J 


"3 1 

o X 


n R 9 
. UOZ 


1 1 
J X 


P cr o 
. O 3Z 


1 9 
J Z 


n 1 

. U o J 


X 


o o 


1 ^ 

X 3 


1 1 
.XX 


A T"^M 

Ai UM 


X J4 X 




MCT 

mtj i 


o o n 
Zz U 


"3 1 

J X 


c: Q A 


1 1 


1 1 T 
.XX/ 


1 1 
.3 X 


4 1 n 

. ft X u 


X 


o o 

. VJ u 


1 

X 3 


1 1 
.XX 


A T/^M 

Ai UM 


1 '3 /I T 

X J 4 




MCT 

jyihi i 


o o r» 
Zz U 


•3 O 


R Q R 
. D D 


1 4 


1 4 

. Xfi 3 


1 9 
^ Z 


4 ^ ^ 
. fk D O 


X 


o o 

. VJ u 


1 ^ 
X 3 


1 1 

.XX 


ATOM 


1343 


CB 


MET 


220 


31 


. 3oX 




. Z 16 


is J 




X 


. UU 


X 3 


. XX 


ATOM 


1344 


C 


MET 


220 


30 


.983 


29 


.497 


31 


.070 


1 


. 00 


36 


.45 


ATOM 


1345 


o 


MET 


220 


32 


.078 


29 


.255 


31 


.590 


1 


.00 


15 


. 11 


ATOM 


1346 


N 


THR 


221 


30 


.234 


28 


.568 


30 


.473 


1 


. 00 


39 


.69 


ATOM 


1347 


CA 


THR 


221 


30 


.647 


27 


.170 


30 


.381 


1 


.00 


39 


.69 


ATOM 


1348 


CB 


THR 


221 


29 


.474 


26 


.227 


29 


.943 


1 


.00 


47 


.10 


ATOM 


1349 


OGl 


THR 


221 


28 


.223 


26 


.714 


30 


.453 


1 


. 00 


47 


.10 


ATOM 


1350 


CG2 


THR 


221 


29 


.705 


24 


.804 


30 


.474 


1 


. 00 


47 


.10 


ATOM 


1351 


C 


THR 


221 


31 


.756 


27 


. 079 


29 


.322 


1 


. 00 


39 


.69 


ATOM 


1352 


O 


THR 


221 


31 


.746 


27 


.911 


28 


.377 


1 


.00 


47 


.10 


ATOM 


1353 


CB 


VAL 


224 


30 


.615 


23 


.807 


22 


.560 


1 


.00 


24 


.68 


ATOM 


1354 


CGI 


VAL 


224 


30 


.847 


22 


.384 


22 


.022 


1 


.00 


24 


.68 


ATOM 


1355 


CG2 


VAL 


224 


29 


.898 


24 


.679 


21 


.524 


■ 1 


.00 


24 


.68 



118/150 



FIG. 3X 



a TOM 


1 

X J ^ o 




VAT. 

V AXJ 


224 


28 . 


536 


22 


. 979 


23 


. 715 


1 . 


00 


32 . 


19 




J. J 3 / 




VAT. 


224 


28 . 


480 


21 


. 788 


24 


. 050 


1 . 


00 


24 . 


68 




1 1^ ft 
± J D O 


XN 


V r\±j 


9 94. 


3 0 . 


614 


23 


.160 


25 


. 007 


1 . 


00 


32 . 


19 


a TOM 


± ^ O 17 


oa 


VAL 


224 


29 . 


818 


23 


.776 


23 


. 904 


1 . 


00 


32 . 


19 


a TOM 


X J D U 


IN 




225 


2 7 . 


504 


2 3 


. 661 


23 


. 220 


1 , 


00 


3 1 . 


51 


n X KJVl 


X O O X 


OA 


VAXi 


225 


26 . 


195 


23 


. 055 


22 


. 963 


1 . 


00 


31 . 


51 


ATOM 


X .J o ^ 






225 


25 . 


057 


24 


, 106 


23 


. 005 


1 , 


00 


14 . 


81 


n X V./1*J 


X .J O J 


V^wX 


VAT. 
V axj 




23 . 


715 


23 


. 408 


23 


. 114 


1 , 


00 


14 . 


81 


a TOM 


X J o*± 




VAT. 

V AXJ 


^ 3 


25 . 


258 


25 


. 091 


24 


. 153 


1 , 


00 


14 . 


81 


ATOM 


X J o o 


o 


VAXi 


22 5 


26 . 


178 


22 


.405 


21 


. 578 


1 . 


00 


31 . 


51 


ATOM 


X ^ O D 


o 


VAXj 


225 


26 . 


782 


22 


. 923 


20 


. 630 


1 • 


00 


14 . 


81 


ATOM 


X J o / 


N 


THR 


22 6 


25 . 


475 


21 


. 279 


21 


.466 


1 . 


00 


28 . 


04 


ATOM 


13 68 


CA 


THR 


22 6 


25 . 


375 


2 0 


. 564 


20 


, 198 


1 . 


00 


2 8 . 


04 


ATOM 


1 7 Q 

X O O 17 




THR 


22 6 


2 5 . 


213 


19 


. 042 


20 


. 412 


1 . 


00 


35 . 


95 


ATOM 


XO r V/ 


om 

WwX 


THR 


226 


26 . 


259 


18 


. 568 


21 


. 278 


1 . 


00 


35 . 


95 


ATOM 


X J r X 




X n.s\ 


226 


25 . 


305 


18 


. 308 


19 


. 069 


1 , 


00 


35 . 


, 95 


A TOM 

A X yJV'l 


X J / ^ 




TWP 


99fi 


24 . 


206 


21 


. 128 


19 


. 3 90 


1 . 


00 


28 . 


, 04 


ATOM 


X J / ^ 


o 


TWP 
X nxv 


99fi 
^ ^ o 


23 . 


057 


21 


. 100 


19 


. 831 


1 . 


00 


35 . 


95 


ATOM 
>\ X win 


X J / ft 


XM 


apo 


99 7 


24 . 


511 


2 1 


. 597 


18 


. 184 


1 , 


00 


20 . 


. 49 


a TOM 


1 R 
X O / 3 


oa 


apo 


227 


23 . 


518 


2 2 


. 220 


17 


. 320 


1 . 


00 


20 . 


, 4 9 


ATOM 


1 T 7 

X J / D 




ARG 


22 7 


24 . 


02 5 


23 


. 611 


16 


. 944 


1 . 


00 


27 . 


. 34 


ATOM 


X ^ / / 




apo 


997 


9 R 


44 0 


23 


. 563 


16 


. 3 54 


1 . 


00 


27 . 


. 34 


ATOM 


X J / O 


on 


APn 


227 


26 . 


164 


24 


,8 69 


16 


. 543 


1 , 


00 


27 . 


. 34 




X J / 7 


viUt 


APn 


9 9 7 


9 


Q4. P 




• 1 ^ o 


17 


. 877 




00 


27 . 


. 34 


a TOM 


n Q o 
X J o U 


07 


APO 


9 9 7 


9 

^ o • 


R9 9 


9fi 


791 
• r ^ X 


T P 

X o 


1 "^4 




00 


27 . 


. 34 


ATOM 


X ^ O X 


x\rix 


APn 


997 


9 R 




27 


• O V ^ 


17 


. 149 




00 


27 . 


. 34 


ATOM 


1 "5 Q 0 
± J O ^ 


XNri^ 


APO 


9 9 7 


9 R 


'30/ 


27 


• X *± u 


19 


. 370 




00 


27 . 


. 34 


a TOM 


1 1 fl 1 
X ^ O J 




apo 


9 9 7 


9 


9 7 

, 4C o o 


2 1 


4 

. fx J \J 


16 


.041 




00 


20 . 


. 4 9 


a TOM 


X ^ O rt 


o 


apo 


9 9 7 


9 9 


' O X z> 


2 1 


793 


15 


2 93 




0 0 


27 . 


. 34 


a TOM 
AX \Jri 


T P R 
X O O O 


1ST 


TVP 


9 9 P 


9 4 


n 9 n 


9 n 


4 1 n 

• fr X W 


15 


-8 03 




0 0 


2 . 


. 02 


ATOM 


X J O O 


OA 


TVP 
X X 


99P 

^ 4& O 


23 , 


890 


19 


. 634 


14 


. 584 


X . 


00 


2 . 


. 02 


ATOM 


X o o / 




TYR 


228 


24 , 


.819 


18 


. 421 


14 


. 624 


X . 


00 


15 . 


. 88 


ATOM 


X J o o 




TVP 
X 1 £v 


^ ^ o 


2 6 . 


211 


18 


. 676 


15 


. 146 


1 . 


00 


15 , 


. 88 


ATOM 


1 "3 P Q 
XO O 7 


om 


TVP 

X X X\. 


99fl 


2 6 . 


807 


19 


. 926 


15 


. 055 


1 . 


00 


15 . 


. 88 


ATOM 


1 Q n 
J. ^ ^ \j 


CEl 


TYR 


22 8 


2 8 . 


102 


2 0 


. 141 


15 


. 518 


1 . 


00 


15 . 


. 88 


a TOM 


X J ^ X 


on 9 


TVP 
X X rv 


9 9 P 


2 6 


94 5 


17 


.651 


15 


. 713 


1 , 


00 


15 . 


. 88 


a TOM 


1 Q 9 

X J 17 ^ 


OP9 


TVP 

X X X\. 


22 8 


2 8 


23 3 


1 7 


. 854 


16 


. 171 


1 . 


00 


15 , 


. 88 


a TOM 


X J j7 J 


07 


TVP 
X X 


99 P 

4& ^ O 


2 8 , 


808 


1 9 


. 095 


16 


.0 75 


1 . 


00 


15 , 


. 88 


a TOM 


X J ^ ri 


OT4 


TVP 

X X X\. 


9 9 P 

4& ^ O 


n 
J \j , 


087 


19 


. 2 73 


16 


,550 


1 , 


00 


15 


, 88 


a TOM 


1 "3 Q 
XO 7 O 


r" 


TVP 

X X 


9 9 P 

4S ^ O 


22 


.482 


19 


. 151 


14 


. 242 




00 


2 , 


. 02 


a TOM 


XO 




TVP 
X X 


99P 




t X 7 *± 


1 ft 

X o 


ftft7 


13 


. 081 


1 , 


00 


15 , 


, 88 


ATOM 


TOOT 

X O 7 / 


XN 


TVP 


99 Q 


9 1 
^ X • 




X 7 


. 060 


15 


. 229 


1 , 


00 


16 


. 06 


ATOM 


1 QP 
X O Z7 O 


OA 


TVP 


99 Q 


9 n 


94fl 
• ^ ft o 


X o 


. 540 


14 


. 976 


1 . 


00 


16 


. 06 


A TOM 


n O Q Q 

X o y y 


Ota 


TVP 
X X K 


9 9 Q 

Z ^ J7 


1 Q 

X y , 


Q O Q 


1 7 

X / 


4 91 

« fx ^ X 


X ^ 






00 


7 


. 45 


ATOM 


1 4 n n 

Xfi u u 


OO 


TVP 
X X £\. 


9 9 Q 
^ ^ ^ 


9 1 
^ X . 


> w O 3 


X o 


4 7*^ 
. ft / o 


16 


. 2 73 




00 


7 


. 45 


ATOM 


X ft vJ X 


om 


TVP 
X X K. 


9 9 Q 


9 9 


. X X o 


X Q 


P R fi 


1 7 

X / 


. X X o 




00 


7 


. 4 5 


ATOM 


1402 


CEl 


TVO 


O O Q 


9 '3 
Z O . 


9 1 O 


± D 


. Uo o 


1 7 

X / 


1 O 


X . 


n n 

. U \J 


/ 


4 R 


ATOM 


1403 


CD2 


TYR 


229 


21, 


.155 


15 


.231 


15 


.641 


1, 


. 00 


7 


.45 


ATOM 


1404 


CE2 


TYR 


229 


22 


.266 


14 


.406 


15 


.833 


1, 


,00 


7 


.45 


ATOM 


1405 


CZ 


TYR 


229 


23 , 


.292 


14 


.822 


16 


.663 


1. 


.00 


7 


.45 


ATOM 


1406 


OH 


TYR 


229 


24 , 


.428 


14 


.074 


16 


.824 


1. 


.00 


7 


.45 


ATOM 


1407 


C 


TYR 


229 


19 


.159 


19 


.609 


14 


.962 


1 , 


.00 


16 


.06 


ATOM 


1408 


O 


TYR 


229 


17, 


. 972 


19 


.317 


15 


,126 


1. 


. 00 


7 


.45 


ATOM 


1409 


N 


ARG 


230 


19 


.559 


20 


. 845 


14 


.698 


1, 


. 00 


14 


.21 


ATOM 


1410 


CA 


ARG 


230 


18 , 


. 604 


21 


.945 


14 


.681 


1. 


. 00 


14 


,21 


ATOM 


1411 


CB 


ARG 


230 


19, 


.234 


23 


.218 


15 


.249 


1 . 


. 00 


40 


.21 


ATOM 


1412 


CG 


ARG 


230 


19 


.643 


23 


.088 


16 


.726 


1. 


.00 


40 


.21 


ATOM 


1413 


CD 


hRG 


230 


19 


.970 


24 


.444 


17 


.327 


1. 


.00 


40 


.21 


ATOM 


1414 


NE 


ARG 


230 


20 


.596 


24 


.378 


18 


.650 


1. 


.00 


40 


.21 



119/150 



10/501002 



ATOM 


1415 


CZ 


ATOM 


14 16 


NHl 


ATOM 


14 1 7 


NH2 


ATOM 


X *x X O 


p 

v_ 




1 4. 1 Q 

X 1 X 7 


0 


ATOM 


142 0 


N 


ATOM 


X4 ^ X 


PA 


ATOM 


1422 




ATOM 


1423 


P 


ATOM 


1424 


0 


ATOM 


X 'x ^ 3 


XM 


ATOM 


142 6 


CD 


ATOM 


1 4 9 7 
X*x ^ / 


PA 


ATOM 


1428 


CB 


ATOM 


X *± ^ 7 


CO, 


ATOM 


143 0 


Q 


ATOM 


1 4 1 

X^ J X 


\J 


ATOM 


1 4. 0 
X^ J ^ 


N 


ATOM 


1 4 7 
X ri J J 


PA 


ATOM 


1 4 4 
X *± J rx 


PR 


ATOM 


1 /IT 
X ft O O 


PO 


ATOM 


X *± O D 


pn 


ATOM 


1 4 7 

X*± J 1 


OT^I 
well X 


ATOM 


1 4 ft 
X ^ ^ o 


OP9 


ATOM 


1 4 Q 
X4 J 7 


\^ 


ATOM 


1 4 A n 


KJ 


ATOM 


1 4.4 1 


XM 


ATOM 


144 9 
X ft fx ^ 


PA 


ATOM 


1 44 


PR 


ATOM 


14 4 4 
X fi ri fi 


P01 


ATOM 


144 c; 




ATOM 


144^ 




ATOM 


1 44 




ATOM 


1 44ft 
Xfs fs 0 


XT 


ATOM 


1 44 Q 


PA 


ATOM 


1 4 R n 

X *x Z7 U 


PR 


ATOM 


1 4 1 
X fx 3 X 


PO^ 


ATOM 


1 4 R 9 

X 1 3 4& 


P01 


ATOM 


1 4 R 7 

X '3 ^ J 


GDI 


ATOM 


1 4 c^4 
Xrt Oft 


\^ 


ATOM 






ATOM 


1 4 

X f± 3 0 


VT 
XN 


ATOM 


1 4 t^'? 
x*± o / 


PA 


A T'l^M 
1 KJVl 


1 4 ft 

Xft D 0 


PR 


ATOM 


1 4 R Q 
X ft 3 17 


PP 


ATOM 


1 4 c r> 

X ft D U 


prM 


ATOM 


14 61 


CD2 


ATOM 


1462 


C 


ATOM 


1463 


0 


ATOM 


1464 


N 


ATOM 


1465 


CA 


ATOM 


1466 


C 


ATOM 


1467 


0 


ATOM 


1468 


N 


ATOM 


1469 


CA 


ATOM 


1470 


CB 


ATOM 


1471 


CG 


ATOM 


1472 


SD 


ATOM 


1473 


CE 



FIG. 



ARG 


230 


19 




230 


18 


APP 


^ J yj 


9 0 


ARP 


9 ^ (1 
^ J w 


1 7 


ADO 


^ J u 


1 ft 

X 0 


AT. A 


9^^ 1 
^ 0 X 


16 


AT. A 


9"^ 1 
^ 0 X 


15 


AT.A 


9"^ 1 

^ X 


14 


AT.A 


9^^ 1 

^ J X 


X Q 


AT.A 


^ J X 


1 7 
X / 


PPO 


9*? 9 
46 J ^ 


1 

X V 


PRO 


23 2 


15 


PRO 


23 2 


16 


PRO 


232 


16 


PPO 


9*^9 


X 0 


PPO 


232 


15 


PPO 


232 


16 


PT.TT 


9*^ 


1 4 
X*x 




9 "5 

J ^ 


1 1 
X 0 




9 7 
^ J J 


12 


PT.TT 


9*^ 
^ .J J 


12 


PT .TT 


^ J 0 


1 1 


PT .TT 


9 T 
^ J 0 


12 


PT .TT 


9 "5 


1 n 

X u 


PT IT 
VjXjU 


9*5 
46 J 0 


1 4 

X ft 


PT.TT 


9"^ *5 
ZOO 


1 1 

X ij 


VAXj 


914 


1 c; 

X 3 




9 1 4 
^ 0 fk 


1 

X o 




914 


1 R 
X 3 




914 
^ J fx 


1 '7 
X / 


VAT. 


914 
^ ft 


1 4 

Xft 


■\7AT. 
VrU_i 


914 

4b .3 ft 


1 "7 
X / 


WAT. 


914 

4& fx 


1 1 

X f 


TT.T? 
XXjCj 


91 R 


1 1 

X / 


X UCi 


91 
^ J ^ 


1 Q 

X 


X XjCj 


91 
^ «3 0 


1 Q 

X j7 


TT .TT 
X XjHi 


9 1 R 
J o 


9 1 

X 


TT.T? 
X XjCj 


9 1 
^ J 0 


2 0 


TT .T? 
X XjHi 


9 1 R 
^ J :j 


9 n 


TT.T? 


9 1 R 
^ J 3 


1 Q 
X 7 


TT TT 


91 


9 n 


T.T?TT 


91fi 


1 ft 

X 0 


T T7TT 


91^; 
z J 0 


1 '7 
X / 


T TTTT 


91 


1 

X / 


1jX1>U 


9 1 
Z J 0 


1 ft 
X 0 


T TTTT 


9 1 
4^ D 


1 1 

X / 


LEU 


23 6 


T Q 

ly 


LEU 


236 


16 


LEU 


236 


16 


GLY 


237 


16 


GLY 


237 


15 


GLY 


237 


14 


GLY 


237 


14 


MET 


238 


13 


MET 


238 


12 


MET 


238 


12 


MET 


238 


11 


MET 


238 


12 


MET 


238 


14 



3Y 

.948 24.518 19. 

.635 24.720 19. 

.624 24.522 20. 

.996 22.210 13. 

.669 22.095 12. 

.715 22.570 13. 

.966 22.843 12. 

.489 22.874 12. 

.423 24.164 11. 

.041 24.978 12. 

.145 24.391 10. 

.491 23.457 9. 

.529 25.618 9. 

.128 25.306 8, 

.156 23.797 7. 

.756 26.809 10. 

.247 27.936 10. 

.532 26.539 10. 

.657 27.567 10. 

.210 27.056 11. 

.010 25.814 11. 

.421 24.626 11. 

.204 23.889 10. 

.181 24.432 11. 

.164 28.053 12. 

.616 29.000 12. 

.222 27.404 12. 

.855 27.745 14. 

.972 26.501 15. 

.045 26.718 16. 

.620 26.203 15. 

.253 28.275 13. 

.700 29.254 14. 

.936 27.632 12. 

.272 28.046 12. 

.878 27.013 11. 

.224 27.486 10. 

.041 25.692 12. 

.523 24.554 11. 

.236 29.422 11. 

.216 30.166 11. 

.088 29.759 11. 

.893 31.043 10. 

.501 30.818 9. 

.477 29.992 8. 

.772 29.595 6. 

.779 30.747 7. 

.810 31.850 11. 

.445 32.941 10. 

.267 31.262 12. 

.236 31.887 13. 

.135 32.598 12. 

.138 33.829 12. 

.193 31.831 11. 

.087 32.411 11. 

.134 31.908 9. 

.861 30.433 9. 

.644 29.863 7. 

.336 29.930 8. 



802 


1 


. 00 


40 . 


21 


805 


1 


. 00 


40 . 


21 


950 


1 


. 00 


40 . 


21 


311 


1 


. 00 


14 . 


. 21 


283 


1 


. 00 


40 . 


, 21 


317 


1 


. 00 


2 , 


. 00 


097 


1 


. 00 


2 . 


, 00 


386 


1 


. 00 


3 . 


. 97 


494 


1 


. 00 


2 . 


. 00 


170 


1 


. 00 


3 , 


. 97 


202 


1 


. 00 


19 . 


. 85 


272 


1 


. 00 


34 . 


. 15 


494 


1 


. 00 


19 < 


- 85 


041 


1 


. 00 


34 . 


. 15 


967 


1 


. 00 


34 . 


. 15 


018 


1 


. 00 


19 . 


. 85 


034 


1 


. 00 


34 . 


. 15 


453 


1 


. 00 


5 . 


. 93 


984 


1 


. 00 


5 . 


. 93 


092 


1 


. 00 


20 . 


. 3 8 


959 


1 


. 00 


20 . 


. 38 


190 


1 


. 00 


20 . 


. 38 


554 


1 


. 00 


20 , 


. 38 


234 


1 


. 00 


20 , 


. 38 


333 




. 00 


5 


. 93 


909 


1 


. 00 


20 , 


.38 


820 


1 


. 00 


2 , 


. 00 


079 


1 


. 0 0 


2 


. 00 


002 


1 


. 00 


7 


. 2 9 


071 


1 


. 00 


7 


. 2 9 


671 


1 


. 00 


7 


. 2 9 


76 9 




, 00 


2 


. 00 


353 




. 00 


7 


. 29 


833 




, 00 


32 


. 07 


433 


1 


. 00 


32 


. 07 


476 




. 00 


7 


. 32 


93 9 


X 


. 00 


7 


. 32 


229 


1 


. 00 


7 


. 32 


3 81 


1 


. 00 


7 


. 32 


784 


1 


. 00 


32 


. 07 


0 ^ ^ 






7 


. 32 


199 


1 


. 00 


29 


. 90 


535 




. 00 


29 


. 90 


081 


3^ 


. 00 


2 


. 52 


24 8 


1 


. 00 


2 


. 52 


969 




. 00 


2 


. 52 


Q R 
D 3 


X 




9 


c;9 


244 


1 


.00 


29 


.90 


808 


1 


.00 


2 


.52 


308 


1 


.00 


27 


.32 


117 


1 


.00 


27 


.32 


360 


1 


.00 


27 


.32 


270 


1 


. 00 


32 


.38 


813 


1 


. 00 


36 


.62 


064 


1 


. 00 


36 


.62 


627 


1 


.00 


19 


.68 


478 


1 


. 00 


19 


. 68 


990 


1 


.00 


19 


.68 


549 


1 


.00 


19 


.68 



120/150 



10/501008 



FZG. 3Z 



a TOM 


X *x / ** 




MET 


238 


10 . 


718 


32 . 


091 


11 


. 662 


1 . 


00 


36 


. 62 


a TOM 


1 4 C= 


o 


MET 


238 


9 , 


679 


32 . 


428 


XI 


. 076 


1 . 


00 


19 


. 68 


A TOM 


J. *± / D 


IN 


GLY 




10 . 


718 


3 1 . 


4 87 


12 


. 844 


1 . 


00 


3 


. 52 




1 d 7 7 


OA 


GLY 


23 9 


9 , 


4 7 0 


3 1 . 


105 


13 


. 4 72 


1 . 


00 


3 


. 52 


ATOM 


1 A "7 fl 


r* 


OT .V 


9 Q 


Q 

7 • 


Q 0 
J ^ w 


2 9 


6 04 


13 


. 327 


1 , 


00 


3 


. 52 


21 TOM 


1 d. "7 Q 


r\ 
\j 


CXI M 
wXi X 


^ J 7 


1 0 

X V ■ 




28 . 


988 


12 


. 832 


1 . 


00 


6 


. 91 


ATOM 


1 AAH 
O U 


IN 


TVP 
X X 


94 0 

4b ft U 


8 . 


294 


28 , 


998 


13 


. 773 


1 . 


00 


2 


. 00 


a TOM 

A J. 


X4 O X 


oa 

^A 


TVP 

X X 


Z ft u 


8 . 


168 


27 . 


546 


13 


. 686 




00 


2 


. 00 


TV TOM 


T A ft O 
Xfz 




TVP 


94 n 

Z *z U 


Q 
7 « 


24 1 


26 . 


864 


14 


.570 




00 


15 


. 34 


TV TOM 


1 d P 1 
X *± O J 


PO 


TVP 
X X rv 


24 0 


9 _ 


198 


2 7 . 


170 


16 


.070 


1 , 


00 


15 


. 34 


A TOM 


1 d ft d 
X *± O ri 


om 


TVP 
X X rc 


94 0 
^ ft u 


Q 

O • 


J o o 


2 6 . 


4 52 


16 


.93 2 


1 . 


00 


15 


. 34 


A TOM 


T d P 
X ft O O 


OT?! 
^CiX 


TVP 
X X £\. 


94 n 

^ fx U 


P 

o • 


T 9 
o ^ o 


26 , 


731 


18 


3 03 


1 . 


00 


15 


. 34 


ATOM 


1 d P ^ 
X ^ O D 


01^9 


TVP 

X X I\. 


94 n 

^ fx u 


9 


992 


2 8 . 


178 


16 


. 626 


1 ^ 


00 


15 


. 34 


ATOM 


1 A P '7 
X ft C3 / 




TVP 
X X X\. 


9 4 0 
^ fx V/ 


q 


Q ^4 

. 17 3 ft 


9 ft 


4 66 


17 


. 997 


1 ^ 


00 


15 


. 34 


ATOM 


1 d PP 


07 


TVP 

X xrv 


94 n 

Z ft u 


Q 


117 

> X X / 


27 


74 0 


18 


. 825 




00 


15 


. 34 


ATOM 


1 d ft Q 
Xfl 


OH 


TVP 
X XIv 


94 0 
Z ft U 


Q 


04 Q 

I Uft 7 


^ o • 


041 

> V/ ft X 


20 


. 164 




00 


15 


. 34 


ATOM 


1 4. Q n 




TVP 


94 n 

Z ft u 


C 
D < 


ft 09 


97 


00*5 


14 


. 070 




00 


2 


. 00 


ATOM 


Xft ^ X 


\J 


TVP 
X 1 rc 


94 0 
Z ft U 


C 

3 4 


> 7 X Z3 


97 


7 


14 


. 481 




00 


15 


. 34 


ATOM 


1 /I Q O 
X f± i7 Z 


IN 


T VQ 
Xj X o 


9 41 
Z fx X 


D . 


. o ^ o 


9 c^ 


7 04 

. f V ft 


13 


.888 




0 0 


2 


. 00 


ATOM 


1 4 Q 
X *± J? J 


oa 

^A 


T.VQ 
Xj X O 


9 4 1 
Z ft X 


3 • 


,4 06 


25 . 


03 6 


14 


. 2 98 


1 ^ 


00 


2 


. 00 


ATOM 
Ai VJiYI 


X f± ^ ft 




T vc; 

Xj X O 


94 1 

4& 1 X 


4 
ft 1 


> o / o 


94 


Q 9 ft 


1 "3 

X o 


,166 




00 


9 


. 4 7 


ATOM 


1 /I Q R 
X*l l7D 


OO 


T VQ 
Xj X o 


94 1 
4b ft X 


A 

ft 1 


ft fJ'^ 

> O D J 


94 
4&ft . 


"5 4 Q 
I .3 ft ^ 


11 


ft Ri 

. O 3 X 




00 


9 


. 47 


ATOM 




on 


T.VQ 
Xj X O 


94 1 
Zft X 


O < 




94 
^ ft • 


,134 


10 


. 930 




00 


9 


. 47 


ATOM 






T.VQ 
Xj X O 


941 
Zft X 


4 
ft . 


Oe^O 


9*^ 


790 


Q 
27 


SI 1 

. 3 X X 




00 


9 


. 47 


ATOM 


1 A QP 




T.VQ 
XtX O 


941 
Z ft X 


9 


ft"? O 


9*^ 


449 

> ft ft z 


O 

o 


• O O 27 




00 


9 


. 47 


ATOM 
A A. \Ji'l 


T 4 Q Q 

X fi 27 27 




T.VQ 
Xi X O 


9 41 
Z fx X 


3 • 


7P Q 

. / O -7 


9 7 


> o o ^ 


1 4 

Xft 


QOO 

• J7 U V 




00 


2 


. 00 


ATOM 


1 c: n n 

X 3 U U 




T.VQ 
Xj X O 


9 4 1 
Z fx X 


o ■ 


Qfi 0 

. -7 O U 


9'^ 


4 

> ft J D 


1 R 

X 


1 ft4 

. X O ft 




00 


9 


. 47 


A TOM 


X O U X 


In 


OT TT 


9 4 9 
Z fx Z 


4 

ft . 


ft 1 1 
. O X X 


9 9 


ft 1 ft 
> O X o 


1 R 

X zj 


.12 8 




00 


3 


. 2 0 


A TOM 


X D u ^ 


oa 


OT .TT 


94 9 
^ fx ^ 


c 

3 ■ 


O^^ ^ 

■ V O 3 


2 1 . 




15 


. 72 0 


1 ^ 


00 


3 


. 20 


ATOM 


X D u ^ 


OR 




94 9 
Z fx Z 


J < 


, / D / 


9 O 


70*^ 


15 


.8 85 


1 ^ 


00 


26 


, 25 


ATOM 
Al 


X D U ft 


oo 


OT .IT 


94 9 
Zft Z 


9 


> ft Q 3 


9 1 
^ X < 


4 71 

> ft / X 


1 R 

X 3 


• O ft 27 




00 


26 


. 25 


ATOM 

Al Kjn 


1 c n c 

X3 U D 


on 


fZT .TT 


94 9 


9 


1 ft Q 

t X O 7 


99 


9fi 
■ 3 ^ o 


1 

X o 


708 




00 


26 


. 25 


ATOM 


X3 u o 


oin 


rST TT 


94 9 
Z ft Z 


n 

X 1 


7*3 O 


9 9 


■ X 30 


17 


. 820 




00 


26 


.25 


ATOM 
A ± KJVl 


X 3 U / 


OT?"? 


CXT .TT 


94 9 
^ ft ^ 


9 


41 4 
> ft X fx 




727 


16 


.410 




00 


26 


. 25 


ATOM 
Al \ 


T c: n p 
X D U O 


r* 


OT T7 


9 4 9 
^ ft ^ 


D . 


0^4 

. U 3 ft 


9 0 


fi4 9 

> O ft 


14 


Q4 

. 27 ft O 


1 . 


0 0 


3 


. 20 


ATOM 


1 n Q 
X D U 2? 




OT TT 


9 4 9 
^ ft ^ 


O . 


74 
. / ft J 


1 Q 

X 17 . 


ft 1 ft 

. O X o 


1 R 

X 3 


. 3 O 27 


3_ ^ 


00 


2 6 


. 25 


ATOM 


X 3 X u 


M 


a QM 


9 4 
Z fx ^ 


c 

D . 


1 O^ 
> X ^ o 


9 n 


.812 


1 "3 
X o 


.62 9 




00 


11 


. 35 


ATOM 


X J X X 


OA 
v^A 


AQM 


94 
Z ft J 


7 

/ . 


009 
• w w ^ 


2 0 


013 


12 


799 


1 ^ 


00 




. 35 


ATOM 
Al Ul^ 


X O X 




A OTvT 
AoiN 


9 4 "5 
Z fi J 


o , 


4 "7 1 
. ft / X 


1 Q 

X J7 . 


Q4 O 
. 17 ft U 


1 1 

X X 


"3 R 

. J O D 


X . 


0 0 


1 Q 

X 27 


. 67 


ATOM 
A 1 \Ji'l 


X3X^ 


OO 


TX QM 


94 "5 
Zt J 


o . 


■ o o o 


9 1 
^ X • 


9 m 

i ^ 3 X 


1 O 

X \J 


.578 




00 


19 


. 67 


ATOM 

Alujyi 




om 


A CTVT 


94 


/ . 


1 99 
> XZ Z 


9 9 


9 <;i 
. Z O X 


1 1 

X X 


OQft 
• U 27 O 


1 

X • 


oo 


1 Q 

X 27 


fi7 


ATOM 




MUZ 


AoiN 


04 "3 


C 

O c 




9 1 

Z X . 


91 Q 
■ Z X Z7 


Q 
27 


■^19 

• J XZ 


X 4 


oo 


X 27 


. 67 


ATOM 


XDX O 


/~* 


A QXT 


04 "3 


O 

O < 


4 ft 9 
> ft O Z 


9 O 


4 OQ 

. ft U 27 


1 9 
X z 


ft O 

. O V 3 


X i 


oo 


11 


. 3 5 


A T'OM 

Al ujyi 


XO± / 




A OM 


9 4 "3 
Z fi J 


Q 


94 ft 
. Z ft O 


1 Q 

X 27 . 


Q 1 Q 

. 27 X 7 


1 1 

X X 


Qft Q 

. 27 O 27 


2_ ^ 


oo 


19 


67 


AT'OM 
Al vJlYl 


X O X O 


M 


\/AT 
V AXj 


9 4 4 
Z ft fx 


Q 
O 


ft Q O 
. O z7 U 


9 1 
Z X . 


9 

. Z 27 J 


1 7. 

X J 


7 07 


T 

X . 


00 


o 


. 71 


A T'OM 


xo X y 


V^A 


TTA T 
VAXj 


9 4 4 
Z ft ft 


1 n 

X VJ . 


9 Q 1 
. Z ^ X 


9 1 

4& X . 


^ ft ft 

. o o o 


1 7 

X J 


7 ft R 




oo 




. 71 


ATOM 


icon 
Xo^ u 


OD 


T7A T 

VAIj 


""i A A 


1 A 

xu . 


4 T P 
. ft / O 


9 1 


O "3 9 
. U O Z 


1 4 
Xft 


. 3 O 27 


X . 


n o 


9 


o o 


ATOM 


1521 


CGI 


VAX, 


244 


9 


.830 


22 


.954 


15 


.941 


1 . 


, 00 


2 


. 00 


ATOM 


1522 


CG2 


VAL 


244 


11 


.958 


23 


.406 


14 


.676 


1, 


.00 


2 


.00 


ATOM 


1523 


C 


VAL 


244 


11 


.133 


20 


.570 


14 


.411 


1. 


.00 


6 


.71 


ATOM 


1524 


0 


VAL 


244 


12 


.359 


20 


.532 


14 


.265 


1. 


.00 


2 


.00 


ATOM 


1525 


N 


ASP 


245 


10 


.470 


19 


.650 


15 


.103 


1. 


.00 


6 


.59 


ATOM 


1526 


CA 


ASP 


245 


11 


. 154 


18 


.527 


15 


.738 


1. 


.00 


6 


.59 


ATOM 


1527 


CB 


ASP 


245 


10 


.385 


18 


.096 


16 


. 988 


1. 


. 00 


3 


. 97 


ATOM 


1528 


CG 


ASP 


245 


10 


. 553 


19 


.059 


18 


.151 


1. 


. 00 


3 


. 97 


ATOM 


1529 


ODl 


ASP 


245 


11 


.703 


19 


.434 


18 


.438 


1. 


.00 


3 


.97 


ATOM 


1530 


OD2 


ASP 


245 


9 


.542 


19 


.415 


18 


.780 


1 , 


.00 


3 


.97 


ATOM 


1531 


C 


ASP 


245 


11 


.327 


17 


.344 


14 


.773 


1, 


.00 


6 


.59 


ATOM 


1532 


O 


ASP 


245 


12 


.221 


16 


.510 


14 


.960 


1, 


.00 


3 


.97 



121/150 



10/501002 



ATOM 


1533 


N 


ATOM 


1534 


CA 


ATOM 


153 5 


CB 


ATOM 


1536 


CG2 


ATOM 


1537 


CGI 


ATOM 


1538 


CDl 


ATOM 


1539 


C 


ATOM 


1540 


0 


ATOM 


1541 


N 


ATOM 


1542 


CA 


ATOM 


1543 


CB 


ATOM 


1544 


CO 


ATOM 


1 545 


CD2 


ATOM 


1546 


CE2 


ATOM 


1547 


CE3 


ATOM 


1548 


CDl 


ATOM 


1549 


NBl 


ATOM 


1550 


CZ2 


ATOM 


1551 


CZ3 


ATOM 


1552 


CH2 


ATOM 


1553 


C 


ATOM 


1554 


O 


ATOM 


1555 


N 


ATOM 


1556 


CA 


ATOM 


1557 


CB 


ATOM 


1558 


OG 


ATOM 


1559 


C 


ATOM 


1560 


0 


ATOM 


1561 


N 


ATOM 


1562 


CA 


ATOM 


1563 


CB 


ATOM 


1564 


CGI 


ATOM 


1565 


CG2 


ATOM 


1566 


C 


ATOM 


1567 


0 


ATOM 


1568 


N 


ATOM 


1569 


CA 


ATOM 


1570 


C 


ATOM 


1571 


0 


ATOM 


1572 


N 


ATOM 


1573 


CA 


ATOM 


1574 


CB 


ATOM 


1575 


SG 


ATOM 


1576 


C 


ATOM 


1577 


0 


ATOM 


1578 


N 


ATOM 


1579 


CA 


ATOM 


1580 


CB 


ATOM 


1581 


CG2 


ATOM 


1582 


CGI 


ATOM 


1583 


CDl 


ATOM 


1584 


C 


ATOM 


1585 


O 


ATOM 


1586 


N 


ATOM 


1587 


CA 


ATOM 


1588 


CB 


ATOM 


1589 


CG 


ATOM 


1590 


SD 


ATOM 


1591 


CE 



FIG. 



ILE 


24 6 


1 0 


ILE 


24 5 


10 


ILE 


24 6 


9 


ILE 


24 6 




ILE 


24 6 


Q 
O 


ILE 


246 


o 
o 




o yi £ 
24 6 


1 1 


ILE 


24 6 


12 


TRP 


247 


12 


TRP 


24 7 


1 J 


TRP 


247 


1 A 

14 


TRP 


24 7 


1 5 


TRP 


247 


lb 


TRP 


247 


17 


TRP 


247 


15 


TRP 


247 


16 


TRP 


247 


17 


TRP 


24 7 


18 


TRP 


247 


1 6 


TRP 


247 


1 7 


TRP 


24 7 


14 


TRP 


247 


15 


SER 


248 


14 


SER 


248 


15 


SER 


248 


15 


SER 


24 8 


15 


SER 


24 8 


1 5 


SER 


24 8 


1 6 


VAL 


249 


14 


VAL 


249 


14 


VAL 


249 


12 


VAL 


249 


12 


VAL 


24 9 


11 


VAL 


24 9 


14 


VAL 


24 9 


15 


GLY 


250 


14 


GLY 


250 


15 


GLY 


2 50 


1 7 


GLY 


250 


17 


CYS 


251 


17 


CYS 


251 


19 


CYS 


251 


19 


CYS 


251 


19 


CYS 


251 


19 


CYS 


251 


20 


ILE 


252 


18 


ILE 


252 


19 


ILE 


252 


18 


ILE 


252 


18 


ILE 


252 


18 


ILE 


252 


17 


ILE 


252 


18 


ILE 


252 


19 


MET 


253 


17 


MET 


253 


17 


MET 


253 


16 


MET 


253 


15 


MET 


253 


14 


MET 


253 


14 



3AA 

.485 17.286 13. 

.551 16.235 12. 

.405 16.375 11. 

.767 15.693 10. 

.093 15,809 12. 

.085 14.298 12, 

.913 16.295 12. 

.474 15.271 11. 

.461 17.500 11. 

.753 17.696 11. 

.049 19.183 11. 

.459 19.469 10. 

.952 19.62 7 9. 

.341 19.837 9. 

.352 19.599 8. 

.547 19.600 11. 

.678 19.820 10. 

.145 20.018 8. 

.147 19.779 6. 

.528 19.982 7. 

.830 17.070 12. 

.710 16.386 11. 

.767 17.327 13. 

.744 16.804 14. 

.475 17.351 15. 

.486 18.772 15. 

.677 15.271 14. 

.712 14.605 14. 

.464 14.723 14. 

.250 13.275 14. 

.728 12.902 14. 

.550 11.404 14. 

.948 13.520 15. 

.970 12.667 13. 

.586 11.606 13. 

.906 13.357 11. 

.545 12.883 10. 

.060 12.971 10. 

.732 12.207 10. 

.600 13.908 11. 

.047 14.109 11. 

.359 15.372 12. 

.017 16.935 11. 

.623 12.934 12. 

.796 12.594 12. 

.784 12.367 13. 

.134 11.218 14. 

.260 11.145 15. 

.472 9.822 15. 

.583 12.322 16. 

.732 12.392 17. 

.972 9.934 13. 

.930 9.188 13. 

.783 9.704 12. 

.538 8.505 11. 

.152 8.544 11. 

.880 7.401 10. 

.288 7.565 9. 

.189 6.019 8. 



/ *k U 


X . 


nn 


Q 


A c> 


no A. 


X . 


nn 


Q 




D / O 


X . 


u u 


o 


0 O 




X . 


n n 




o o 
u u 


2 o O 


X . 


u u 




o n 
u u 


ATI 
'til. 


T 

X . 




4£t . 


o o 




X . 


oo 


Q 


A R 


H^AOk 


n 

X • 


oo 


z . 


o n 


Q1 T 

yj. / 


X . 


oo 


o 

z . 


o o 


Z ^ / 


X . 


o o 
u u 


o 


0 o 


TO'? 


1 

X . 


n o 
u u 




0 o 


/XX 


X . 


U U 


o 


o o 
u u 




n" 
X . 


o n 


4^ . 


o n 
u u 


D D 


X . 


oo 




o o 
u u 


lie 
XXO 


X . 


oo 




o o 
u u 


C 


X . 


o o 


2 . 


o o 
u u 


/ y J 


X . 


o o 


2 . 


o o 
u u 


O O Q 
O J 7 


X . 


o o 
u u 


2 . 


o o 
u u 


O O Q 

y y o 


1 

X . 


u u 


2 . 


o o 
u u 


X X J 


X . 


n o 
u u 


. 


o o 
u u 


X fa X 


X . 


n n 


2 . 


ft ft 

u u 


£r c Q 

boy 


X . 


o o 

Uu 


2 . 


o n 
u u 


4 o J 


X . 


o o 
uu 


1 o 
XU . 


A 

4 b 


'±± / 


X . 


o o 
uu 


1 o 
X u . 


A C 

4 b 


Q Q £ 


X . 


o o 
uu 


2 • 


o o 
u u 


Q n Q 
y Uo 


X . 


O O 

uu 


2 . 


o o 
uu 


yi T "1 
411 


1 . 


o o 
U 0 


1 ft 
lU . 


4 b 


4 6 0 


X . 


o n 
UU 


2 . 


ft ft 

u u 


o r\ /I 
J U4 


X . 


U U 


b . 


"3 Q 

o o 


2 6/ 


X . 


O O 
U u 


b . 


o o 


1 Q O 

X oy 


X . 


o o 
uu 


o 

z . 


Q O 

3 u 




X . 


oo 
u u 


z . 


QO 


lAO 
J 42 


X . 


oo 
u u 


^ . 


QO 

s?u 




X . 


o o 
u u 


o . 


, o o 


X 3 U 


X . 


u u 




QO 


y X4 


X . 


u u 


2 . 


ft ft 

uu 


£ Q Q 

6 y o 


X . 


u u 


2 . 


ft ft 

u u 


/ XU 


X . 


o n 

u u 




, u u 


U 2 X 


X . 


r\ o 
U U 


O ft 
2 U . 


Q 

■ y b 


/I Q O 

4 o2 


-1 

X . 


o o 
UU 


XX . 


. XO 


by / 


X . 


o o 
UU 


XX . 


1 Q 

. X O 


4 oy 


1 . 


O rt 

UU 


6 . 


n Q 


612 


1 . 


O ft 


6 . 


•7 Q 


3 3 6 


1 . 


ft ft 
0 0 


XX . 


. X o 


177 


1 . 


00 


6 . 


. / o 


X y 6 


1 . 


ft ft 

uu 


2 2 . 


Q Q 

. y o 


005 


1 . 


00 


22 . 


, 98 


274 


1. 


00 


2 . 


.00 


970 


1. 


00 


2, 


.00 


199 


1. 


00 


2. 


.00 


465 


1. 


00 


2 . 


.00 


187 


1. 


00 


22 . 


.98 


020 


1. 


00 


2 . 


.00 


634 


1, 


. 00 


2 . 


.00 


849 


1 . 


, 00 


2 . 


. 00 


217 


1. 


,00 


4 , 


.75 


253 


1. 


.00 


4 , 


.75 


443 


1. 


.00 


4 , 


.75 


680 


1, 


.00 


4 , 


.75 



122/150 



FIG. 3BB 



ATOM 


1592 




MET 


253 


18 . 


. 582 


8 . 


, 364 


10 . 


758 


1 , 


00 


2 . 


00 


ATOM 


X 3 7 o 


o 


MET 


253 


19 . 


. 000 


7 , 


.264 


10 . 


436 


1 , 


00 


4 . 


75 


ATOM 


1594 


N 


GLY 


254 


18 , 


. 996 


9 . 


.490 


10 . 


189 


1 . 


00 


4 . 


43 


ATOM 


1595 


CA 


GLY 


254 


19 . 


. 992 


9 . 


, 4 81 


9 . 


136 


1 . 


, 00 


4 . 


43 


ATOM 


1596 




GLY 


254 


21 . 


, 359 


9 . 


.089 


9 . 


655 


1 . 


00 


4 . 


43 


ATOM 


1597 


o 


GLY 


254 


22 . 


. 172 


8 . 


. 552 


8 . 


915 


1 . 


. 00 


19 . 


89 


ATOM 


1598 


N 


GLU 


255 


21 . 


. 605 


9 . 


. 360 


10 . 


933 


1 , 


, 00 


26 . 


96 


ATOM 


1599 


CA 


GLU 


255 


22 . 


. 863 


9 , 


. 030 


11 . 


599 


1 . 


, 00 


26 . 


96 


ATOM 


1600 


CB 


GLU 


255 


23 . 


, 051 


9 , 


. 943 


12 . 


817 


1 . 


, 00 


19 . 


79 


ATOM 


1601 


CG 


GLU 


255 


24 . 


. 434 


9 , 


.872 


13 , 


477 


1 . 


. 00 


19 . 


79 


ATOM 


1602 


CD 


GLU 


255 


24 . 


. 713 


11 , 


. 057 


14 . 


392 


1 . 


. 00 


19 . 


79 


ATOM 




OEl 


GLU 


255 


23 


. 824 


11 , 


. 922 


14 , 


531 


1 . 


. 00 


19 . 


79 


ATOM 


1604 


OE2 


GLU 


255 


25 , 


.821 


11 


. 136 


14 . 


952 


1 , 


. 00 


19 . 


79 


ATOM 


1605 


Q 


GLU 


255 


22 


. 872 


7 


. 551 


12 . 


017 


1 , 


. 00 


26 . 


96 


ATOM 


1606 


o 


GLU 


255 


23 


. 920 


6 


. 903 


11 . 


997 


1 , 


. 00 


19 . 


79 


ATOM 


1 607 


N 


MET 


256 


21 . 


. 697 


7 


. 020 


12 . 


359 


1 . 


. 00 


22 . 


99 


ATOM 


X Q U O 


CA 


MET 


256 


21 


. 554 


5 


.615 


12 . 


, 746 


1 . 


. 00 


22 . 


99 


Afnis/i 

A X wl^l 


X O \^ 7 


HP 


MET 


^ ^ o 


20 


. 112 


5 


. 311 


13 . 


.217 


1 , 


. 00 


4 , 


42 


ATOM 


X O X u 


CCZ 


MET 


2 56 


1 9 


. 741 


5 


. 871 


14 , 


594 


X . 


. 00 


4 , 


42 


ATOM 


1 ^^1 1 

X O X X 




MET 


2 56 


17 


. 982 


5 


. 762 


15 . 


. 032 


1 . 


. 00 


4 . 


42 


ATOM 


1612 


V- Hi 


MET 


256 


17 


. 978 


4 


. 420 


16 . 


. 092 


1 , 


. 00 


4 . 


42 


ATOM 


X O X ^ 




VICj X 


9 

^ ^ o 


2 1 


.873 


4 


. 754 


1 1 . 


, 514 


1 , 


. 00 


22 . 


99 


ATHM 


X O X *± 


o 


MET 


256 


22 


. 243 


3 


. 586 


11 . 


.636 


1 , 


. 00 


4 , 


42 


ATHM 


X O X 3 


N 


VAL 


257 


2 1 


. 744 


5 


.358 


10 . 


.336 


1 , 


. 00 


2 . 


00 


ATOM 


X O X o 


OA 


V axj 




21 


, 982 


4 


. 700 


9 . 


. 057 


1 


. 00 


2 . 


, 00 


ATOM 


X D X / 




VAL 


9 "^7 


20 


. 998 


5 


. 237 


7 , 


. 975 


1 


. 00 


9 . 


, 27 


ATOM 


X O X o 




VAT. 


257 


21 


. 367 


4 


. 728 


6 , 


. 585 


1 


. 00 


9 , 


, 27 


ATOM 


1 Q 

X O X ^ 




VAL 


2 57 


19 


. 580 


4 


. 853 


8 , 


. 327 


1 


. 00 


9 . 


27 


ATOM 


162 0 




VAL 


257 


23 


.4 03 


4 


. 929 


8 . 


. 554 


1 


. 00 


2 , 


, 00 


ATOM 


1621 




VAL 


257 


24 


, 14 8 


3 


.987 


8 


. 2 91 


1 


. 00 


9 . 


, 27 


ATOM 


1622 


N 


ARG 


258 


2 3 


. 765 




. 197 


8 


.4 09 


1 


. 00 


14 . 


. 20 


ATOM 


1623 


CA 


ARG 


25 8 


25 


. 076 




. 575 


7 


. 907 


1 


. 00 


14 . 


. 20 


ATOM 


X Q ^ *x 




ARG 


258 


25 


. 033 


3 


. 020 


7 , 


. 391 


1 


. 00 


18 . 


.38 


ATOM 


X O ^ 3 


pn 


ARG 


258 


25 


. 598 


8 


. 182 


6 


. 001 


1 


. 00 


18 . 


. 38 


ATOM 


X D ^ O 


PD 




258 


24 


. 941 


9 


. 313 


5 


.239 


1 


. 00 


18 . 


. 38 


ATOM 


X Q ^ f 


IMP 


ARG 


258 


25 


. 581 


10 


. 606 


5 


.471 


1 


. 00 


18 , 


. 38 


ATOM 


T fi9 ft 
X o ^ o 




ARG 


258 


25 


. 359 


11 


. 703 


4 


. 74 0 


1 


. 00 


18 . 


. 38 


ATOM 


1 9 Q 
X O ^ 7 


IN XIX 


APO 


9 Rft 
^ ^ o 


24 


. 515 


11 


. 676 


3 


. 7 14 


1 


. 00 


18 . 


. 3 8 


ATOM 


1 7 n 

X D O VJ 




ARG 




2 5 


. 963 


12 


. 844 


5 


. 0 55 


1 


. 00 


18 . 


, 38 


ATOM 


X O J X 


o 


ARr? 

AI\.VJ 


9 RR 


26 


. 196 


5 


. 3 98 


8 


. 92 6 


1 


. 00 


14 . 


. 20 


ATOM 


XO J ^ 


o 




9SR 
^ 3 o 


27 


. 369 




.3 69 


8 


.566 


1 


. 0 0 


18 . 


. 38 


ATOM 
A X VJl*i 


X O J ^ 


Vi 


nx o 


^ ^ 7 


25 


. 828 




. 243 


10 


. 195 


1 


. 00 


6 . 


.43 


ATOM 


X D J rs 


PA 
V_A 


nxo 


9 

^ 3 


9fi 


• O U 3 


g 


. 088 


11 


.269 


1 


. 00 


6 . 


. 43 


ATOM 
A X Wl*] 


1 c; 
X D ^ D 


PR 


nxo 


9 R Q 
^ D 7 


27 


• 3 X 


4 


. 740 


11 


. 163 


1 


. 00 


14 , 


. 61 


"h.TTSfJf 


X D J t> 




TJTQ 
rlXo 


9 1^ Q 

^ O I7 


9 


• O U X 




7fi 


11 


. 3 87 


1 


. 00 


14 . 


. 61 


TiTOIVl 

/\ X Kjr*i 


1 T 
J. D J / 




ri X o 


9 Q 


9 


. r± X O 


2 


.44 5 


10 


.6 65 


1 


. 00 


14 


. 61 




± D J O 


"NT'PkT 
JMUX 


riX o 


9 Q 
Z D y 


9 


• / Xrt 


^ 


. r> X u 


1 9 
X ^ 


4 R 


]_ 




14 


. 6 1 


ATOM 


1639 


CEl 


HIS 


259 


25 


.023 


2 


.396 


12 


.362 


1 


. 00 


14 


.61 


ATOM 


1640 


NE2 


HIS 


259 


25 


.423 


1 


.727 


11 


.293 


1 


.00 


14 


.61 


ATOM 


1641 


C 


HIS 


259 


27 


.809 


7 


.230 


11 


.294 


1 


.00 


6 


.43 


ATOM 


1642 


O 


HIS 


259 


28 


.983 


7 


.059 


11 


.643 


1 


.00 


14 


.61 


ATOM 


1643 


N 


LYS 


260 


27 


.326 


8 


.391 


10 


.869 


1 


.00 


7 


.67 


ATOM 


1644 


CA 


LYS 


260 


28 


. 085 


9 


.627 


10 


.848 


1 


.00 


7 


.67 


ATOM 


1645 


CB 


LYS 


260 


28 


.850 


9 


.789 


9 


.530 


1 


.00 


21 


.52 


ATOM 


1646 


CG 


LYS 


260 


30 


.252 


9 


.148 


9 


.536 


1 


. 00 


21 


.52 


ATOM 


1647 


CD 


LYS 


260 


31 


. 112 


9 


.537 


8 


.315 


1 


.00 


21 


.52 


ATOM 


1648 


CE 


LYS 


260 ' 


30 


.605 


8 


.933 


7 


.012 


1 


.00 


21 


.52 


ATOM 


1649 


NZ 


LYS 


260 


31 


.486 


9 


.290 


5 


.853 


1 


.00 


21 


.52 


ATOM 


1650 


C 


LYS 


260 


27 


.043 


10 


.723 


11 


.024 


1 


.00 


7 


.67 



123/150 



FIG. 3CC 



Ai ujyi 


± b 3 X 


\J 


T VC 

Xi I o 


^ b u 




0 DO 


1 n 

X \J . 




1 n 

X u ■ 


1 0 7X 


T 

X 1 


no 


21 . 


3^ 


TV TTWA 
ALUM 


T ^ C O 


IN 


TT C 
XXiCi 


z b X 


o n 


An 


1 T 


ft 1 ft 
. 0 J 0 


XX . 


. 0 J 0 


X . 




2 . 


00 


ATOM 


T £r c o 
lob J 


A 


T T T7 


OCT 

^ b X 


o c 
^ b . 


D X D 


T 0 


. y Du 


T T 
X X . 


ft A A 

. 0 H fx 


T 

X . 




0 

z . 


n n 


ATOM 


1od4 


UD 


TT T? 


OCT 

^ b X 


o 


n Q T 
u y X 


T A 
X H 




T 0 
X Z . 


. / D / 


T 

X . 


on 


15 , 


02 


ATOM 


1 C C 

± o D b 




TT T? 


OCT 

^ b X 


o 


Q c: Q 

y o y 


T A 
X 




T "X 
XO . 


0 ftA 


T 
X 




1 R 
X 3 . 


n 9 




1 C c: £ 


V^VjX 


TT T? 


OCT 

^ b X 


O "7 


ft A ft 


X J 


. rt 0 Z 




. 7 0 u 


1 

X ' 


00 


15 . 


02 




T c 


LrJJX 




OCT 
^ O X 


9 ft 


0 V./ 0 


1 A 

X^ 


• 3 X D 


1 A 


77fl 

, / / 0 




. 00 


15 . 


02 




1 C Q 




TT T? 


o 1 

^ O X 


^ o • 


J u 0 


X J 




1 n 

X \J . 


A*7R 

1 rt / 3 




. 00 


2 . 


00 




1 C CI O 

X b D 


\j 


TT T7 


OCT 
^ O X 


z / • 


oil 


X J 


> 7 ^ ^ 


Q 


7Qft 
. / 70 


]_ 


. 00 


15 . 


02 


Al vJlrl 


1 /r /r n 

X b b u 


KT 


T T7TT 


o c o 




04 7 


1 7 

X J 


. 726 


10 


.081 




. 00 


22 . 


16 


Ai. vJirl 


X b b X 


CA 


T TIT 


o c o 
^ b z 


0 A 


'7 n n 


1 A 
X *± 


9 Q ft 


ft 


777 


]^ 


nn 


22 . 


1 6 


ATOM 


Xbb ^ 


L.B 


T 'CTT 


o c o 
b^^ 


O O 


T ft *7 

X 0 / 


T A 
X *t 


0 "7 n 


Q 

0 . 


. D VJ 3 


T 
X 


n n 


X z . 


Qft 

27 0 


ATOM 


Xdo J 




T T^'TT 


oco 
^ b z 


O O 


A C " 

4 b3 


TO 
X Z 


Q "3 T 
. r J X 


0 

0 . 


c n Q 
. 0 u 7 


T 

X 


. u u 


12 


Qft 


ATOM 


T CCA 

Xbo4 


UDX 


T CTT 


o c o 
^ b ^ 


O 1 
Z X . 


n n ft 
u u 0 


T 1 
X J> 


T on 
. X y u 


0 . 


0 C7 


T 
X 




12 


Qft 




Xoob 




T CTT 
IjCiU 


o c o 
ZbZ 




u y X 


1 0 
XZ 


m T 

. U X X 


n 

1 . 


c^ft ft 
.300 


1 

X 


nn 


1 9 
xz . 


. -7 0 


a TOM 


xob o 




T CIT 




O R 




X 3 


• / ^ rt 


Q 

0 • 


A71 

. H / X 


3^ 


on 


22 . 


16 


ATOM 


T /r 


f\ 
\J 


T CTT 


o o 


O R 
2 3 . 


Qfi C 

y 0 0 


T c; 

X 3 


QO 0 
• ^ZZ 


•7 


A Qft 
> H 70 


n 

X 


nn 

• wU 


1 9 
xz • 


Qft 

. 7 0 


ATOM 


1 f f o 

X b b o 


KT 




^b J 


OA 
24 . 


ft A 1 

o4 X 


T C 

X 0 


•7 n *7 


Q 

y . 


oftn 
. ^ 0 u 


X 


nn 


9 


n n 


ATOM 


xdd y 


A 

CA 




o c o 
^ b J 


O c: 
2 b . 


0 0 CI 

2 / b 


T ft 
X 0 


T n n 
. X u u 


y . 


n ft 
. u 03 


T 
X 


n n 


0 

z . 


n n 

. U VJ 


ATOM 


167 0 


CB 


PHE 


o c o 
^ b J 


O /I 

24 . 


n c c 
U b b 


T Q 

X y 


n A Q 
. u u y 


Q 

0 . 


ft n 0 


X 


n n 
. u u 


1 


ft 9 


ATOM 


1671 




Frlilj 


o c o 
z b J 


o o 


Q A Q 

y 4 y 


T ft 
X 0 


0 A A 

. 0 4 4 


Q 

0 . 


n A Q 

. U fx 7 


T 
X 


n n 
. u u 


7 
/ . 


ft 9 


ATOM 


1672 


CDl 


PHE 


o c o 
2 63 


o o 
2 3 . 


10c 
13 6 


X / 


00c 
. 0 Ob 


b . 


"7 C 0 
i / 32 


X 


n n 
. u u 


•7 
/ < 


ft 9 

. OZ 


ATOM 


1673 


CD2 


PHE 


o c o 


O 1 

21 . 


C Q 0 

6^3 


1 Q 

Xo 


0 n 0 
. 2 U3 


Q 

0 . 


c A n 

. b4U 


T 
X 


n n 
. uu 


/ i 


ft 9 
. OZ 


ATOM 


1674 


CEl 


PHE 


o c o 
26 J 


o o 
22 . 


rt Q 0 

uy 2 


T T 
X / 


0 a 0 
.200 


c 

6 . 


n A 
. U43 


T 
X 


n n 
. u u 


•7 
/ . 


ft 9 

. OZ 


ATOM 


lb7o 






o c o 
2oo 


O A 
2 U . 


C^ Q 

63 y 


T 1 
X / 


cno 
« 6 u y 


/ , 


. y3u 


X 


nn 
• uu 


/ . 


ft 9 

. 0 Z 


ATOM 


1676 


CZ 


PHE 


o c o 
2b J 


O A 

2 U . 


Q 0 C 

o3 b 


T 

X / 


1 C T 

. Xbx 


c 

6 . 


C A C 
. 643 


X 


nn 
. uu 


•7 


ft 9 

> OZ 


ATOM 


1677 


C 


PHE 


o c o 
2b J 


o c 
2 b . 


n 0 T 
U3 / 


T Q 
X 0 


. / Xo 


T (\ 

XU . 


0 TC: 
.2/3 


1 

X 


nn 
. uu 


0 

Z . 


n n 

. u u 


ATOM 


1678 


0 


PHE 


2 63 


o c 
2 b . 


c r\ T 
bU / 


1 Q 

X y 


C Q 0 

. b y 2 


T n 
XU 


Q c: c 
. ybb 


X 


. UU 


/ . 


ft 9 
. 0 z 


ATOM 


xb /y 


KT 




O C /I 

2 b4 


o o 


0 Q C 

z y b 


T ft 

X 0 


n 


T n 

X u ■ 


c;t 
.3x0 


1 

X 


n n 


1 ft 

X 0 . 


c;q 


ATOM 


168 0 


CD 


PRO 


O C /I 

2 b 4 


o o 
2 o . 


r» 0 A 
U / 4 


T 0 
X / 


0 Q C 

. 2 y b 


Q 

y 


T Q T 


T 
X 


n n 
. u u 


T A 
Xri . 


c n 
. 0 u 


AxUM 


1 £ Q 1 

XooX 


A 

L.A 


JrKU 


OCA 

^ b4 


O Q 


n *? c 
u / 0 


T ft 

X 0 


ft "7 


T T 

XX . 


C3 c 
. 0 J 0 


T 
X 


n n 


1 ft 
X 0 < 


c; Q 
> 3 7 


ATOM 


T £ O O 






O C/l 
2o4 


O Q 


A 1 0 
4 x^ 


T ft 
Xo 


1 no 


T 1 

XX < 


AO 
. 34U 


X 


nn 
• uu 


1 A 
Xfx • 


^ n 

• D U 




1 C Q *3 

Xbo J 






OCA 


O Q 


A Q*^ 

4 y J 


T "7 
X f 


^ft Q 
• D 0 7 


1 n 

X U I 


■ X x^ 


T 
X 


nn 


14 


^^0 

• D \J 


TV T'l^VT 


Xbo4 


(-> 




OCA 
Zb4 


O Q 


01 A 
Z^'± 


0 n 
z u 


A 

.HUD 


1 1 

X X < 


.000 


T 
X 


nn 


1 ft 

X 0 < 


i 3 7 


AiUIVl 


1 £r a c: 
X b o b 


r\ 
U 


IrKL/ 


OCA 

2 b4 


O T 


0 ft A 
3 04 


0 T 
Z X 


n Q c 
. U 2? b 


T 0 
X £, 


0 0 


T 
X 


n n 


T A 

Xrt . 


*^n 

• D U 


ATOM 


X b o b 


TvT 
IN 


/-I T V" 

(jXiX 


o c c 
2 b b 


0 Q 

z y . 


0 0 A 
0 Z 4 


0 n 


Q A 0 

. y 4 z 


T T 
X X 


inn 
• X u u 


T 
X 


n n 


9 ^ 


i / 0 


ATOM 


T ^ O T 

X b o / 


OA 

L.A 


/^T V 


o c c 
2b b 


0 Q 

2 y . 


c; 0 C 

bz b 


0 0 


"3 ft 


T T 
X X 


n ft 
. u 0 3 


T 
X 


n n 
. u u 


9 




ATOM 


1 ^ o o 
1 bo o 




/^T V 


o c c 
2 b b 


0 Q 

z y . 


y u X 


0 "3 

Z J 


m A 

. U Xft 


T 0 
X Z 


A 0 c; 

. Z 3 


1 
X 


nn 
. uu 


9 


. / D 


ATOM 


1 ^ o o 

xboy 


u 




o c c: 
2 b b 


0 0 
z y . 


X3 u 


0 0 
z z 


Q A "7 

. yft / 


T 

X 0 


"3 ft 1 
. 0 0 X 


n 

X 


n n 
. u u 


0 


n n 

. VJ VJ 


ATOM 




KT 

N 


A DO 


o c c 
2 66 


0 T 
3 X . 


A Q n 
uy u 


0 "3 
^3 


coo 

. OZZ 


T 0 
X^ 


A ft T 
.40/ 


X 


nn 
. uu 


0 


c;ft 
. 3 0 


ATOM 


lor 1 


A 

L.A 


A 


o c c 
266 


0 T 
3 X . 


63 u 


0 A 
2 4 


. Z 1 ^ 


T "3 
X3 


Cft*7 
.60/ 


X 


nn 
. uu 


0 


c^ft 

• 3 0 


A T'/^H/I 

AlUM 


T ^ O O 


L.O 


A DO 

AKo 


oc c 
26 b 


Q 0 
32 . 


Q ft c 

yob 


0 A 
2 4 


QT ft 

. yxo 


X^ 


"X QA 

• J y4 


T 
X 


nn 
. uu 


"3 1 

0 X . 


• 7 0 


ATOM 


1693 


CG 


ARG 


o c c 
26 6 


0 0 
33 . 


0 Q 0 

yo2 


0 A 
24 


111 
. XXX 


X ^ 


. 3 /U 


X 


nn 
. uu 


•3 1 

J X . 


> J7 b 


ATOM 


1694 


CD 


ARG 


o c c 
26 b 


0 >i 
34 . 


Q C C 

y b b 


0 c 
2 b 


n c rv 
. Ubu 


T T 
X X 


Q A C 

. o4 b 


T 
X 


n n 
. u u 


0 X 


Q C 


ATOM 


1695 


NE 


ARG 


o ^ c 
26 6 


0 A 

34 . 


0 Q 0 

2 93 


0 c 

2 b 


0 Q 0 

, yo3 


T r\ 
X U 


Q 0 Q 

. y2o 


X 


. uu 


Q T 
3 X 


Q C 

. y b 


ATOM 


1696 


CZ 


ARG 


266 


34 . 


322 


0 T 

2 / 


0 1 T 

.31/ 


1 T 

X X 


rx 0 /I 
. U24 


X 


. UU 


Q T 

3 X 


Q C 

. y b 


ATOM 


1697 


NHl 


ARG 


266 


34 . 


995 


2 7 


.922 


12 


n 0 
. 0 U3 


1 


. UU 


"3 T 

3 X 


Q C 

. yb 


ATOM 


1698 


NH2 


ARG 


266 


33 . 


678 


28 


.057 


10 


.127 


1 


.00 


31 


.96 


ATOM 


1699 


C 


ARG 


266 


30. 


744 


25 


.388 


14 


.224 


1 


.00 


2 


.58 


ATOM 


1700 


0 


ARG 


266 


30. 


895 


25 


.791 


15 


.375 


1 


.00 


31 


.96 


ATOM 


1701 


N 


ASP 


267 


29. 


.913 


25 


.963 


13 


.359 


1 


.00 


30 


.47 


ATOM 


1702 


CA 


ASP 


267 


29. 


.020 


27 


.052 


13 


.754 


1 


.00 


30 


.47 


ATOM 


1703 


CB 


ASP 


267 


29 . 


.768 


28 


.389 


13 


.752 


1 


.00 


28 


.71 


ATOM 


1704 


CG 


ASP 


267 


30 . 


.417 


28 


.705 


12 


.404 


1 


.00 


28 


.71 


ATOM 


1705 


ODl 


ASP 


267 


31 , 


.125 


27 


.838 


11 


. 841 


1 


.00 


28 


.71 


ATOM 


1706 


OD2 


ASP 


267 


30. 


.237 


29 


.841 


11 


.909 


1 


.00 


28 


.71 


ATOM 


1707 


C 


ASP 


267 


27. 


.827 


27 


.121 


12 


. 814 


1 


.00 


30 


.47 


ATOM 


1708 


0 


ASP 


267 


27. 


.903 


26 


.623 


11 


.688 


1 


.00 


28 


.71 


ATOM 


1709 


N 


TYR 


268 


26. 


.761 


27 


.799 


13 


.253 


1 


.00 


13 


.24 



124/150 



FIG. 3DD 





J. / J. u 


OA 
v_i-\ 


TVP 


ZOO 


9 S 
Z 3 • 




27 . 


7 J •J 


12 . 


455 


1 , 


00 


13 . 


. 24 


TV TT^M 


1 1 1 




TVP 


zoo 


94 

Z*x • 


O U 3 


9 Q 


009 


13 . 


023 


1 ^ 


00 


26 . 


.47 




1 T\ o 


oo 


TVP 
X X tv 


'J p 
zoo 


9 T 

Z J * 




9 ft 
z o • 


R94 


14 


025 


1 ^ 


00 


26 


. 47 


/\i.\Jrl 


± / ±o 


OF»T 


TVP 
X X rc 


zoo 


9 

Z J « 


4. 9 
*x J ^ 


27 . 


170 


14 . 


343 


1 , 


00 


26 


.47 








TVP 
X X rc 


<^ ft 
zoo 


9 9 
z z • 




9 

^ o • 


73 7 


15 . 


321 


1 ^ 


00 


26 


. 47 


2^ TOM 


J. / X 3 




TVP 
X X 


5 ft 
zoo 


99 
z z • 




9Q 

^ 7 • 


439 


14 . 


692 


1 . 


00 


26 , 


.47 




X / ±o 




TVP 
X XJC 


zoo 


9 1 

Z X . 


fi9 n 
oz u 


9Q 

Z 7 • 


m 9 

w X ^ 


X 9 . 


663 




00 


26 


.47 


TV lyOM 


J. / ± / 


07 


TVP 

1 XK. 


QCft 

zoo 


9 1 

Z X • 




97 
z / • 


o o o 


X .7 • 


978 


\ _ 


00 


26 


.47 


ATOM 


1 71 P 

J. / ± o 


OW 


TVP 
X X 


zoo 


2 0 . 


o u ** 


27 . 


293 


16 , 


968 


1 , 


00 


26 


.47 






L» 


TVP 
X X X\. 


zoo 


9 


84 2 


2 8 . 


2 75 


11 . 


0 04 


1 _ 


00 


13 


. 24 




1 7 9 n 


r\ 
\J 


TVP 
X X Iv 


268 


2 5 . 


073 


27 . 


934 


10 , 


,121 


1 , 


00 


26 


.47 


ATOM 


J. / ^ X 


IN 


TT ."P 
X 1 iFi 


9 Q 

Z O 7 


2 6 . 


969 


28 . 


93 2 


10 , 


,7 50 


1 . 


00 


27 


. 51 


A TOM 


1 noo 




TT 
X i-i sit 


Z D 17 


2 7 . 


34 0 


2 9 . 


299 


9 . 


,3 83 


1 . 


00 


27 


. 51 


ATOM 


1. / J 




X XjC« 


9 Q 

Z O 27 


2 8 . 


52 9 


3 0 . 


3 02 


9 , 


.3 51 


1 , 


00 


26 


. 87 


ATOM 
rVX KJV'l 


X / ^ ^ 


o<^o 


X XjHi 


Z O 7 


9R 
z o • 


17 / W 


0 

O V/ ■ 


546 


7 , 


. 911 


1 . 


00 


26 


. 87 


A TOM 


1 T "5 1^ 


om 

^uX 


TT.T7 


ZO 7 


9 ft 
z o > 


XO 3 


•^1 

J X • 


, O U X 


1 0 

X \J . 


■ 073 


1 . 


00 


26 


. 87 


a TOM 




^ux 


TT.TT 
XXjCi 


9^ Q 
ZO 7 


9 C 
z o • 


Q4 R 


9 
J z « 


9fi7 

iZ o / 


Q 

7 < 


541 




00 


26 


. 87 


a TOM 


T -7 O T 


V- 


TT T? 


9^ Q 
Z O 7 


9*7 
z / * 




9 ft 
z o « 


> V 3 3 


ft 

O < 


633 


\ _ 


00 


27 


. 51 


A TOM 

AX UIYl 


T T O D 
X / Z O 


r\ 

\J 


TT 1? 
XXjUj 


Z O J7 


9 9 
Z / • 


o n 

J u u 


9 9 
z / • 


9 R4 




547 




00 


26 


. 87 


A TOM 


T T O Q 

X / z y 


XN 


a QP 


9 T n 

Z / Lf 


9 ft 
z o . 


9 ft 
/ 3 O 


2 7 . 


3 69 


9 


231 




00 


5 


. 20 


A TOM 


1 T o n 
X / J U 


^w-A 


Aof 


9 "TO 
Z / U 


9 Q 

Z 27 . 


4 9 


9 

z o . 


1 fii 

' X O X 


Q 

o . 


. 692 


3_ _ 


00 


5 


. 20 


ATOM 

AX L/jyi 


X / J X 


OD 


AOf 


9 *? O 
Z / U 




4 Q 


9 R 


9^0 


q 

7 . 


fil 7 

> O X / 


]_ _ 


0 0 


3 3 


. 24 


ATOM 


X / ^ Z 


Ofl 


21QD 


9 7 n 
z / u 


J X • 


n9 

^ u z 


24 


c^ftft 

, O O o 


9 


078 


1 ^ 


0 0 


33 


. 24 


ATOM 


1 "7 1 ^ 


om 


Aoir 


9*7 n 

Z f u 


1 

J X . 


141 
X^ X 


94 
z^ • 


9 9R 
p z z o 


n 


ft Q1 

> O 7 X 


1 

X • 


00 


33 


.24 


ATOM 


1 T *> /I 

X / j4 


OTiO 


A O 


o T n 
z / u 


1 9 
J Z . 


1 1 Q 

1 XX7 


94 
Z 'x . 


09 1% 
. UZ3 


Q 

7 . 


ft3ft 

> O J O 


1 

X . 


oo 


33 


94 

• Z *x 


AX vJlYl 


X / O D 




A C P 

Aof 


9 9 0 
Z / U 


9 ft 
Z O . 




9 R 
Z 3 • 


04 R 


O 

O > 


fi94 
. O Z rl 


1 

X • 


00 


p 


90 


AX 


X / J o 


vj 


A OTD 

Aof 


9 9 r\ 
z / u 


9 ft 
Z O . 


"5 ft 
^ O O 


94 
Z 4 . 


> X 0.3 


n 


74 
. f ^ O 


1 

X • 


oo 


33 


. 24 


A TOM 

AX UI^l 


X / J / 


TvT 


OT TvT 


9 71 
Z / X 


9 9 
Z / • 


O O X 


9 c; 
Z 3 . 


n Q3 

> VJ 7 J 


q 

7 , 


R4 3 

. Z3 rt J 




00 


25 


. 51 


A TOM 
A 1 VjlYl 


X / J O 


oa 

^—A 


OT TvT 


9 71 
Z / X 


9 

z o . 




24 


.086 


9 


643 


1 . 


00 


25 


. 51 


A T'OM 

AX UIYl 


1 T "3 Q 

X / J y 




OT KT 


9 71 
Z / X 


9 

Z D . 


9 1 

> O Z X 


9 4 


9 4 4 
. Z ft 


1 n 

X u , 


q QO 

. 7 7 u 


1 

X . 




q 

7 


. 7 X 


A TOM 
A X VjlM 


1 "7 A n 
X / ft u 


oo 


OT M 


9 91 
Z / X 


9 ^ 
Z 3 . 




9 9 
z z < 


I 7 O V 


11 


713 




00 


9 


. 91 


ATOM 
AX Vjlrl 


X / 4 X 




OT KT 


9 9 T 
Z / X 


9 

Z ^ • 




9 9 
Z Z 1 


t^99 

1 3 / z 


1 1 

X X , 


^Q4 

. O 74 


1 

X . 


oo 


Q 
7 


• 7 X 


ATOM 


X /ffcZ 


oin 


OT TVT 


991 
Z / X 


9 "5 
Z J . 


> X^ J 


9 

Z J < 


1 9ft 
> X / o 


1 9 

xz , 


3 ft 0 
• J o u 


1 

X • 


no 


Q 

7 


91 

a 7 X 


ATOM 

AX L/M 


T Til 1 
X / ft J 




oXjJN 


991 
Z / X 


9 

Zo • 


, OZO 


9 1 
Z X . 


. P o / 


1 O 

X \J , 


Q04 
> 7^4 


1 

X . 


00 


Q 

7 


91 

. 7 X 


a TOM 
AX VJlYl 


T "7 4 /I 




OT IVT 


9 91 
Z / X 


9 


9 Q n 

iZ I? u 


9 4 
Z 1 . 


. X 3 D 


Q 

o , 


R1 R 

. P X 3 


1 . 


00 


25 


. 51 


A TOM 
AX wiYl 


T 7 A c: 
X / fi D 


r\ 
\J 


OT TvT 


9 71 
Z / X 


9 A 


ft 4 

. O J *i 


9 7 
z ^ • 


1 0 
. X o \y 


ft 
o 


. 025 


]_ ^ 


00 


9 


. 91 


A TOM 

AX vjfl 


'\ n A a 


TvT 


TPD 


9 7 9 
Z / Z 


9 4 


Q9 n 

. 7Z U 


9 c; 

z o < 


3 91 


o 
o 


. 129 


3^ _ 


0 0 


2 


. 00 


A TOM 
A X KJl'l 


A. 1 H. I 


on 

L-A 


TP D 
X rv ir 


9 7 9 
z / z 


9 

Z J > 


Q^^ 1 

. -7 D X 


25 


.582 


7 


. 059 




00 


2 


. 00 


A TOM 
AX WIu 


X / *± o 


OR 


TP P 
X rC ir 


9 7 9 
Z / Z 


9 

Z J . 


. O U X 


9 9 
z / < 


n34 

. J *± 


7 


n RR 
• u p Q 


1^ ^ 


00 


2 


. 00 


ATOM 
AX 


1 A Q 

X / fk y 


OO 


TP P 


999 
Z / Z 


9 9 
z z < 


» O J 7 


9 9 
z / , 


413 

■ *± X .3 




Q09 

* 7 V ^ 




00 


2 


. 00 


ATOM 


X f 3U 




TPD 


99 9 
Z / Z 


9 1 
Z X 1 


9^;1 

> Z O X 


9 9 

z / , 


04 0 


p 


fi70 
> o / v 




00 


2 


. 00 


ATOM 


X / 3X 


OTTO 


TP TD 


99 9 
Z / Z 


9 fl 

z u . 


ft4 Q 


9 9 

Z / < 


9 c; 

. O / P 




4ft7 
. ^ O / 


1 

X « 


O 0 


9 


00 

» \J\J 


A TOVI 


X / 


OTO 


TOP 


9 9 9 
Z /Z 


9 n 
z u . 


. ^ 3 J 


9 

Z O , 


93fi 
■ Z ,.3 O 


o 


. .J o o 


1 

X « 


oo 


2 


00 


A T^OM 


X / D J 


OfM 


TP O 

X Kf 


O T 7 
Z / Z 


9 9 
Z Z . 


Qft 9 

. 27 O Z 


9 ft 

Z O < 


9 7 9 
. Z J Z 


4 
*± 


ft f^9 
. o o z 


1 

X • 


OO 


2 


. 00 


A T'/^M 

AxOM 


T 7 C /I 
X / D4 


JNhiX 


TD T5 
X KF 


O "7 7 
Z / Z 


9 1 
Z X . 


. y X D 


9 ft 

Z O ■ 


1 Q c: 
. J y P 


*i 


019 
. U X z 


1 

X . 


oo 


2 


0 o 


A "y^iv/i 
AlOM 


T 7 C C 

X /bb 




TT3 T) 
X KF 


7 "7 7 
Z / Z 


1 Q 


c; n 


9 9 
Z / 


c; 94 


7 


. 7 O O 


n 

X . 


oo 


2 


n 0 

, \J\J 


ATOM 


175 6 


CZ3 


TRP 


O 7 7 
Z / Z 


X y . 


r\ Q 

. U b o 


7 C 
Z D 


n Q ft 
. Uoo 


P 


ft c; 1 
. o P X 


X . 


o o 


7 

z 


0 o 


ATOM 


1757 


CH2 


TRP 


272 


18 . 


, 676 


26 


. 732 


4 


.665 


1, 


00 


2 


.00 


ATOM 


1758 


C 


TRP 


272 


24 . 


.600 


25 


.214 


5 


.726 


1, 


.00 


. 2 


.00 


ATOM 


1759 


O 


TRP 


272 


23 . 


.912 


24 


.844 


4 


.769 


1, 


.00 


2 


.00 


ATOM 


1760 


N 


ASN 


273 


25, 


.927 


25 


.299 


5 


.683 


1. 


00 


9 


.70 


ATOM 


1761 


CA 


ASN 


273 


26, 


.686 


24 


.971 


4 


.489 


1 . 


.00 


9 


.70 


ATOM 


1762 


CB 


ASN 


273 


28 . 


.162 


25 


.319 


4 


.672 


1. 


, 00 


18 


.64 


ATOM 


1763 


CG 


ASN 


273 


28 . 


.395 


26 


.809 


4 


.841 


1. 


. 00 


18 


.64 


ATOM 


1764 


ODl 


ASN 


273 


29, 


.434 


27 


.219 


5 


.338 


1, 


, 00 


18 


.64 


ATOM 


1765 


ND2 


ASN 


273 


27, 


.430 


27 


.627 


4 


.423 


1 . 


, 00 


18 


.64 


ATOM 


1766 


C 


ASN 


273 


26 


.532 


23 


.493 


4 


.208 


1 . 


. 00 


9 


.70 


ATOM 


1767 


0 


ASN 


273 


26 


.176 


23 


.100 


3 


. 098 


1. 


.00 


18 


.64 


ATOM 


1768 


N 


LYS 


274 


26 


.704 


22 


.685 


5 


.247 


1. 


.00 


3 


.97 



125/150 



10/501002 



FIG. 3EE 



7\ T'C^fJf 

Ai vJIrl 


X /o y 


^^A 


T VQ 
Xi X 0 


^ f *x 


z 0 . 


• 3 / 0 


^ X • 


9 "3 Q 

• 46 J 7 


c 


. 140 


1 


. 00 


3 . 


97 




X / / u 


on 
Co 


Xi X 0 


Z / *x 


0 c 

Z D ' 


. 0 0 J 


0 Ci 


> D 27 J 


e 

0 ■ 


• ft 27 X 




. 00 


14 . 


4 1 


Ai UlYl 


T T7 T 
± / / ± 


00 


T VQ 
Xi I 0 


z / *± 


0 P 

z 0 


. X 0 VJ 


0 1 
Z X . 


onn 


7 


123 




. 00 


14 . 


4 1 




1 T *7 O 


V-iJ 


T VC 
X> X 0 


on A 
z / ^ 


0 Q 

z y 


"3 9 


0 C\ 


P4 

■ 0 fx 3 


e 

D 


9 nn 

» Z U 




. 00 


14 . 


4 1 


ATOM 


T T T "3 




T VO 
Xi I 0 


z / 4 


0 Q 

z y 


RIP 


1 Q 

X 17 . 


A"} A 
. *± X ft 


e 
D 


9 ft "3 
.zoo 


3_ 


. 0 0 


14 


4 1 


AiUM 


± / /ft 




T VO 
XiX 0 


on A 






X y • 


1 no 


•7 

/ 


> D 17 X 


2_ 


. 00 


14 . 


41 




± f / D 


0 


T VQ 
XjX 0 


on A 


0 

z^ 


• X D / 


0 n 


n'3R 

> 0 .9 0 


A 
ft 


. / U X 


1 

X 


00 

• U w 


0 

0 • 


97 


ATOM 


± f / O 


0 
U 


T VG 


on A 


0 K 
zo 


. \j\J z 


X7 1 


> y ft u 


9 

J . 


• 0 0 u 


1 

X 


00 


14 . 


4 1 


A T/^M 

AlvJM 


i' Tin 


XT 


VAXi 


on^ 
z 1 0 


OA 
Zt 


. X 0 X 


^ X . 


• D J / 


c 
D 


9 94 
• z zft 


1 

X 


. 00 


11 . 


35 


ATOM 


1 T7 Q 
± / / O 


oa 

L,A 


V A±J 


ontz 
z / z> 


0 0 

z z 


"7 A 


0 1 

Z X . 


9 7 9 


A 

ft 


. 922 




. 00 


11 . 


3 5 


ATOM 


T T "7 Q 


0"D 


V AXj 


on 1^ 
z / 0 


0 1 

Z X 


PI Q 
. 0 X ^ 


0 0 


oon 


C 
D 






. 00 


13 . 


06 


A TOM 


T T Q 


00 T 

v^vjX 


T 

V AXj 


on 
z / 0 


0 f\ 
z u 




0 0 


n9 Q 

• U Z 17 


C 
D 


"3 1 "3 
. 0 X J 




. 00 


13 , 


06 


A TOM 
Ai Ul*l 


X / o X 




\7aT 
V AXj 


on ^ 

Z / z3 




Q Q 

. y j7 0 


OA 


. 17 7 J 




.191 


]_ 


. 00 


13 . 


06 


ATOM 

Ai Uirl 


T T Q O 


0 


V AXj 


on ^ 

Z / ^ 


0 0 


A 1 n 

. fi X VJ 


0 1 

Z X . 


.417 


3 


.44 6 




0 0 


11 . 


3 5 


ATOM 


1 "7 Q "5 
X /O^ 


0 
U 


VAXi 


on^ 
z 1 ^ 


0 1 
Z X 


. f zt 


0 C\ 
Z VJ . 


• 3 0 ^ 


9 


fl77 


1 

X 


n n 


13 . 


06 


ATOM 


X / 


M 
JN 


TT T? 


Z t ^ 


00 
z z 




00 


R9*^ 

> D ^ .3 


2 


. 0 X 




. 00 


34 . 


01 


ATOM 


T "7 Q c 
X / O D 


oa 


TT T? 


on 
z / 0 


0 0 
z z 


• 3 y 9 


00 


> 0 


3_ 


.446 


3_ 


. 00 


34 . 


. 01 


A TOM 
Ai VJJYl 


1 T Q C 

X / o b 


Ota 


TT T? 
X XjCi 


on 
z / 0 


0 0 
z z 


.000 


z ft < 


"3 9 

• J D 


X 


1 

. X DZ 


1 

X 


. 00 


6 < 


. 67 


ATOM 


1 '7 Q "7 

X / O / 




T T 17 

XXiilj 


one 

Z 1 


0 1 
Z X 


il Q P 

. ft y 0 


Z D 


A9 "3 


1 

X 


Pin 
. 0 X u 


n 

X 


n n 


0 . 


67 


A TOM 


T T Q Q 
X / O O 


00 T 

VwLjX 


T T 17 


on 


0 A 
Z 4 


no 9 


Z fx 


P Q A 
, 0 y ft 


X 


Q R 
. D 7 D 


X 


n n 

. u u 


e 


<^ 7 

. 0 / 


A TOM 


T T D Q 

X / o y 


CUX 


T T C 


one 

Z t 


0 A 
Z 4 


on d 


0 e 
z 0 


. J ft b 


X 


1 Q4 
. X ^ ft 


X 


n n 

. U VJ 


0 . 


fi7 


ATOM 


1790 


c 


XLE 


one 
Z t 


0 0 
Z J 


CCA 


0 0 
z z 


AAA 
. U4 U 


A 
KJ 


C 9 Q 
. D2 y 


X 


A A 
. U U 


■3 A 
0 ft . 


n 1 

. U X 


ATOM 


X V9X 


0 


TT 


one 
Z to 


0 0 
Zo 


0 0 A 
. ZZ'k 


0 1 

Z X 


"TAP 
. / ft 0 


- A 


^^1 P 
.0x0 


X 


n n 
. u u 


e 
0 . 


7 


ATOM 

AIUM 


1 T Q O 
X 


JN 


OT TT 


onn 
Z f / 


OA 
Z*k 




Z X 




X 


« u 0 X 


1 

X 


no 

. V U 


9 

Z 1 


00 

• \J u 


ATOM 


1793 


0 A 

CA 


OT TT 


onn 
Z 1 1 


0 a 

zo 


eQA 




Q 1 A 

. y^u 


u 


"3 09 
, J\JZ 


X 


n A 
. uu 


9 

Z 1 


n n 
• u u 


ATOM 


17^4 




OT TT 


onn 
Z 1 f 


0 C 
Z 0 


0*7 Q 

. y / 0 


0 A 


P 


X 


1 1 n 

• X X u 


X 


nn 
■ u u 


X X 1 


OR 

> u 0 


ATOM 


1795 




OT TT 

vjXjU 


onn 
Z 1 1 


0 Q 

z 0 


oon 


0 A 


OAK 

. y4D 


u 


9 QP 

, zyo 


X 


n n 


1 1 

X X . 


np 
> u 0 


ATOM 


1796 


OT~\ 


OT TT 


onn 
Z 1 1 


0 Q 

z y 


"a Q cr 

. J y o 


0 A 

z u 


9 "3 T 
. 2 J X 


A 
U 


Q C Q 

. y D y 


X 


n A 


1 1 

X X , 


n p 


ATOM 


T "7 Q "7 

1 /9 / 


on 


OT TT 


onn 
Z 1 1 


0 Q 

z y 


. 0 D X 


0 A 

z u 


Ano. 
. ft / J 


0 
Z 


1 71 

. X / X 


X 


n n 


T T 

X X . 


n p 
. \j 0 


ATOM 


"1 T Q O 


oc 0 


OT TT 


onn 
Z 1 1 


"3 A 


A/l "2 
. U4 -3 


X y 


A A T 
. 4 U / 


A 
U 


9 "3 

.Zoo 


T 
X 


A n 


X X . 


n p 

. VJ 0 


A TOM 

ATOM 


1 T Q Q 

1 /yy 


L. 


OT TT 

CrXiU 


onn 
Z 1 I 


0 R 
Z D 


0 c\n 
. Z\J t 


X y 


CAP 
• DUO 


- A 
U 


A A 9 
« U U Z 


T 
X 


n n 
. u u 


0 

z . 


n n 

. VJ U 


A TOM 

AIUM 


1 Q n n 


0 
U 


OT TT 


onn 

Z 1 i 


0 R 
Z 3 


PT 
. 0 J 0 


XO 


• t Oft 


~ u 


7^^7 
. / 0 / 


X 


nn 
• u u 


1 1 

X X < 


n ft 
• u 0 


A TOM 

AIUM 


Xo U X 


XT 

Pi 


OT XT 


onQ 
Z i 0 


OA 
Z^k 


. X U X 


1 Q 

X y 


. xuo 


A 

u 


99 
• 0 Z Z 


X 


nn 
. u u 


n 

/ • 


9 
■ z 0 


A TOM 

AiUM 


1 Q A O 

XoU^ 


OA 

L.A 


OT XT 


ono. 
Z io 


0 0. 
Zo 




X / 


nnK 


A 

u 


4 

. ft D U 


1 

X 


nn 
• u u 


n 

/ 1 


• z 0 


ATOM 


1 o r\ "3 
X o U -3 




OT XT 


on a 
Z 1 0 


0 0. 
Z^ 


C c; Q 

. Doy 


1 n 

X / 


AT 9 
. KJ ±Z 


X 


7^fl 
. / 0 0 


X 


nn 
. u u 


e 

0 I 


7 n 
» / u 


ATOM 


18 04 




OT XT 


on Q 
Z 10 


0 A 
Z 4 


Q "3 Q 

. y J y 


X 0 


P "3 9 
. O^Z 


0 
z 


"3 "3 
. 0 Do 


X 


n n 

. VJ u 


e 

0 ' 


7 n 


ATOM 


1 o 

1 o U b 


cu 


OT XT 


on Q 
Z 10 


0 A 
Z 4 


. yx J 


T e 
X 0 


A A 
. U D U 


*a 


^4 A 
. Oft U 


X 


A n 


c 
0 


7 n 


A TOM 

AiUM 


1 Q n c 
X o U b 


oin 
UciX 


OT XT 


on a 
Z / 0 


0 A 
Z 4 


or\n 
. Z\j 1 


X D 


A/L P 
. U ft 0 




7 t^9 
. / DZ 


X 


n n 

. U VJ 


0 


. 7 0 


ATOM 


1 oU / 




OT XT 


on a 
Z / 0 


0 c: 
Z D 


^ P Q 

. 0 0 y 


X D 


4 Q Q 

. ft y y 


A 
ft 


<^ 9 
. 0 Z D 


X 


n n 

. U VJ 


0 


7 n 

. f U 


A TOM 

ATOM 


1 O A O 

XoUo 


0 

C 


OT XT 


on a 
Z / 0 


0 0 

zz 


1 AP 

. xuo 


X / 


noo 
. / y y 


- A 
U 


Ci KA 
. U Dft 


X 


nn 
. u u 


7 


9fi 
• z 0 


A TOM 

ATOM 


1 O A O 
I0UI7 


0 
0 


OT XT 


ona 
Z fO 


0 1 
Z X 


. 0 J u 


X / 


"SAO 

. J 4 u 


~ X 


1 "3 R 
. XO 0 


X 


nn 
• uu 


0 


7 0 
• / u 


ATOM 


T 0 T A 

XolO 




T OTT 


on Q 


0 T 

Z X 


. xy 0 


T Q 

Xo 


•3 9 Q 
. ^Zo 


A 
U 


74 "3 


n 
X 


AA 

> uu 


9 n 
z u 


9 R 

. z 0 


ATOM 


XO IX 


OA 

CA 


T T7TT 


on Q 
Z / ^ 


X y 


. / y 0 


1 Q 

X 0 


. .9 bft 


A 
U 


"3 9 
. 0 DZ 


X 


nn 
. u u 


90 
z u 


9 R 
. z 0 


ATOM 


1812 


CB 


LEU 


n n Q 

27 y 


T Q 

X 0 


Q A 1 

. y u X 


T P 

X 0 


<C 9 P 

. b 2 0 


X 


C P 1 
. D 0 X 


X 


A A 


1 9 
XZ 


1 n 

. X u 


ATOM 


lo U 


00 


T T 
XlilU 


0 n Q 

z / y 


X y 


0 "7 /I 


T P 
X 0 


A A T 
. U U X 


z 


Q 4 4 

. y ft ft 


1 
X 


A A 
. U U 


1 9 
X z 


1 n 

* X u 


ATOM 


1814 


GDI 


LEU 


279 


1 0 


0 c c 
. z bo 


1 p 
Xo 


■3 Q9 

. J y 2 


J 


Q P C 

. y 0 D 


X 


A A 
. U U 


1 9 
X Z 


1 n 

. X u 


ATOM 


1815 


CD2 


LEU 


279 


1 y 


0 Q £ 
. J 00 


1 e 
X b 


A P A 

. 4 0 U 


z 


PPT 
. 0 0 X 


X 


A A 
. U U 


1 9 
X Z 


1 A 
. X u 


ATOM 


1816 


C 


LEU 


279 


19 


.550 


19 


.393 


-0 


.769 


1 


. 00 


20 


.28 


ATOM 


1817 


0 


LEU 


279 


18 


.573 


19 


.281 


-1 


.511 


1 


.00 


12 


.10 


ATOM 


1818 


N 


GLY 


280 


20 


.467 


20 


.354 


-0 


.913 


1 


.00 


2 


.00 


ATOM 


1819 


CA 


GLY 


280 


20 


.350 


21 


.385 


-1 


.941 


1 


.00 


2 


.00 


ATOM 


1820 


C 


GLY 


280 


19 


.768 


22 


.717 


-1 


.489 


1 


.00 


2 


.00 


ATOM 


1821 


0 


GLY 


280 


19 


. 066 


22 


. 779 


-0 


.482 


1 


, 00 


11 


.83 


ATOM 


1822 


N 


THR 


281 


20 


. 046 


23 


. 787 


-2 


.231 


1 


. 00 


2 


. 00 


ATOM 


1823 


CA 


THR 


281 


19 


.549 


25 


. 139 


-1 


. 917 


1 


. 00 


2 


. 00 


ATOM 


1824 


CB 


THR 


281 


20 


. 145 


26 


.205 


-2 


.923 


1 


.00 


13 


.34 


ATOM 


1825 


OGl 


THR 


281 


21 


.582 


26 


.144 


-2 


.906 


1 


.00 


13 


.34 


ATOM 


1826 


CG2 


THR 


281 


19 


.701 


27 


.628 


-2 


.573 


1 


.00 


13 


.34 


ATOM 


1827 


C 


THR 


281 


17 


.999 


25 


.181 


-1 


.922 


1 


.00 


2 


.00 



126/150 



10/501002 



FIG, 3FF 



ATOM 


1828 


o 


THR 


281 


17 . 


. 374 


24 . 


830 


-2 


. 920 


1 . 


00 


13 


.34 


ATOM 


1829 


N 


PRO 


282 


17 . 


. 375 


25 . 


631 


-0 


. 811 


1 . 


00 


17 


.13 


ATOM 


183 0 


CD 


PRO 


282 


17 , 


, 997 


2 6 . 


220 


0 


. 3 86 


1 . 


00 


3 


. 54 


ATOM 


1831 


CA 


PRO 


282 


15 , 


, 910 


25 . 


707 


- 0 


. 698 


1 . 


00 


17 


. 13 


ATOM 


1832 


CB 


PRO 


282 


15 . 


, 708 


26 . 


350 


0 


. 673 


1 . 


00 


3 


. 54 


ATOM 


1833 


CG 


PRO 


282 


16 , 


. 915 


27 . 


164 


0 


. 859 


1 . 


00 


3 


. 54 


ATOM 


1834 


Q 


PRO 


282 


15 . 


, 172 


26 . 


484 


- 1 


. 787 


1 . 


00 


17 


. 13 


ATOM 


1835 


o 


PRO 


282 


15 . 


, 706 


27 . 


440 


-2 


.357 


1 . 


00 


3 


. 54 


ATOM 


1836 


N 


CYS 


283 


13 . 


, 934 


26 . 


072 


-2 


. 059 


1 . 


00 


2 


.45 


ATOM 


1837 


CA 


CYS 


283 


13 . 


, 110 


26 . 


728 


-3 


. 060 


1 . 


00 


2 


.45 


ATOM 


1838 


CB 


CYS 


283 


11 , 


, 796 


25 . 


953 


-3 


. 298 


1 . 


00 


32 


. 82 


ATOM 


183 9 


SG 


CYS 


283 


10 , 


. 506 


26 . 


042 


- 1 


. 999 


1 . 


00 


32 


. 82 


ATOM 


184 0 


Q 


CYS 


2 83 


12 , 


, 83 5 


28 . 


175 


-2 


. 664 


1 . 


00 


2 


.45 


ATOM 


1841 


0 


CYS 


283 


12 , 


. 799 


28 . 


512 


-1 


. 488 


1 . 


00 


32 


. 82 


ATOM 


1842 


N 


PRO 


284 


12 , 


. 705 


29 . 


059 


-3 


. 658 


1 . 


00 


29 


.31 


ATOM 


1843 


CD 


PRO 


284 


12 , 


. 845 


28 . 


755 


-5 


. 094 


1 . 


00 


30 


. 81 


ATOM 


1844 


CA 


PRO 


284 


12 . 


. 442 


30 . 


486 


-3 


.464 


1 . 


00 


29 


.31 


ATOM 


184 5 


CB 


PRO 


284 


12 . 


. 120 


30 . 


948 


-4 


. 885 


1 . 


00 


30 


. 81 


ATOM 


184 6 


CG 


PRO 


2 84 


13 . 


. 079 


3 0 . 


125 


- 5 


. 696 


1 . 


00 


30 


. 81 


ATOM 


184 7 


Q 


PRO 


284 


11 . 


. 324 


30 . 


801 


-2 


. 467 


1 . 


00 


29 


. 31 


ATOM 


1848 


o 


PRO 


284 


11 . 


. 454 


31 . 


734 


-1 


. 667 


1 . 


00 


30 


. 81 


ATOM 


184 9 


N 


ALA 


285 


10 . 


,251 


3 0 . 


008 


-2 


. 4 86 


1 . 


00 


17 


. 96 


ATOM 


185 0 


CA 


ALA 


285 


9 . 


. 144 


3 0 . 


230 


- 1 


. 572 


1 . 


00 


17 


. 96 


ATOM 


1851 


CB 


ALA 


285 


8 . 


. 084 


29 . 


158 


- 1 


. 767 


1 . 


00 


9 


. 64 


ATOM 


1852 


Q 


ALA 


285 


9 . 


. 679 


3 0 . 


246 


- 0 


, 124 


1 . 


00 


17 


. 96 


ATOM 


1853 


Q 


ALA 


285 


9 , 


. 308 


31 . 


119 


0 


. 660 


1 , 


00 


9 


. 64 


ATOM 


1854 


N 


PHE 


286 


10 . 


. 63 0 


29 . 


358 


0 


. 176 


1 . 


00 


4 


. 52 


ATOM 


1855 


CA 


PHE 


286 


11 . 


. 23 6 


29 , 


277 


1 


. 502 


1 . 


00 


4 


. 52 


ATOM 


1856 


CB 


PHE 


286 


12 . 


. 185 


2 8 . 


079 


1 


. 578 


1 . 


00 


4 


. 64 


ATOM 


1857 


CG 


PHE 


286 


12 , 


. 941 


27 . 


992 


2 


. 878 


1 . 


00 


4 


. 64 


ATOM 


1858 


CDl 


PHE 


286 


12 . 


. 324 


27 . 


, 494 


4 


. 019 


1 . 


00 


4 


. 64 


ATOM 


1859 


CD2 


PHE 


286 


14 , 


. 269 


28 . 


,412 


2 


. 958 


1 . 


00 


4 


. 64 


ATOM 


1860 


CEl 


PHE 


286 


13 . 


. 014 


27 , 


412 


5 


, 228 


1 . 


00 


4 


. 64 


ATOM 


1861 


CE2 


PHE 


286 


14 , 


. 976 


28 . 


, 339 


4 


. 158 


1 . 


00 


4 


. 64 


ATOM 


1862 


CZ 


PHE 


286 


14 , 


. 351 


27 . 


, 839 


5 


, 299 


1 . 


00 


4 


. 64 


ATOM 


1863 




PHE 


286 


11 


. 982 


30 . 


, 565 


1 


. 871 


1 . 


00 


4 


. 52 


ATOM 


1864 


0 


PHE 


286 


11 


. 848 


3 1 . 


067 


2 


. 997 


1 . 


00 


4 


. 64 


ATOM 


1865 


N 


MET 


287 


12 


. 748 


3 1 . 


, 100 


0 


. 915 


1 . 


00 


19 


. 98 


ATOM 


18 66 


CA 


MET 


28 7 


13 


. 511 


32 . 


333 


1 


. 097 


1 . 


00 


19 


. 98 


ATOM 


1867 


CB 


MET 


287 


14 


.371 


32 . 


. 602 


- 0 


. 131 


1 . 


00 


23 


. 24 




X o o o 




MET 


287 


15 


. 853 


32 , 


. 633 


0 


. 139 


1 , 


00 


23 


. 24 


ATOM 


1869 


SD 


MET 


287 


16 


. 574 


3 0 , 


. 987 


0 


. 341 


1 , 


00 


23 


. 24 


ATOM 


1870 


CE 


MET 


287 


17 


. 149 


30 . 


. 610 


-1 


. 343 


1 , 


00 


23 


. 24 


ATOM 


1871 




MET 


2 87 


12 


. 569 


33 . 


. 516 


1 


. 327 


1 . 


00 


19 


. 98 


ATOM 


1872 


o 


MET 


2 87 


12 


. 876 


34 , 


. 423 


2 


. 114 


1 , 


00 


23 


. 24 


ATOM 


1873 


N 


LYS 


2 88 


11 


.419 


33 . 


. 493 


0 


. 657 


X , 


00 


9 


. 91 


i\ J. 


A. O / *i 




T VQ 


9 P fl 

^ o o 




. rt J J 


J *± • 


. o*± / 


0 


fine; 

. O 3 






9 


. 91 


ATOM 


1875 


CB 


LYS 


288 


9 


.204 


34 . 


.256 


-0 


. 057 


1 . 


.00 


54 


.51 


ATOM 


1876 


CG 


LYS 


288 


9 


.363 


34 . 


.698 


-1 


.501 


1 . 


.00 


54 


.51 


ATOM 


1877 


CD 


LYS 


288 


8 


.116 


34. 


.431 


-2 


.319 


1, 


.00 


54 


.51 


ATOM 


1878 


CE 


LYS 


288 


8 


.376 


34 . 


.747 


-3 


.776 


1. 


.00 


54 


.51 


ATOM 


1879 


N2 


LYS 


288 


7 


.226 


34 . 


.380 


-4 


.654 


1 . 


.00 


54 


.51 


ATOM 


1880 


C 


LYS 


288 


10 


. 021 


34 . 


.703 


2 


.259 


1 . 


, 00 


9 


.91 


ATOM 


1881 


O 


LYS 


288 


9 


.599 


35. 


.778 


2 


.680 


1 . 


. 00 


54 


.51 


ATOM 


1882 


N 


LYS 


289 


10 


. 180 


33 . 


.631 


3 


. 028 


1 . 


.00 


48 


.86 


ATOM 


1883 


CA 


LYS 


289 


9 


.829 


33 , 


.628 


4 


.450 


1 . 


.00 


48 


.86 


ATOM 


1884 


CB 


LYS 


289 


9 


.502 


32 , 


.196 


4 


.896 


1 . 


.00 


28 


.25 


ATOM 


1885 


CG 


LYS 


289 


8 


.343 


31, 


.538 


4 


.169 


1, 


.00 


28 


.25 


ATOM 


1886 


CD 


LYS 


289 


8 


.255 


30. 


.064 


4 


.554 


1, 


.00 


28 


.25 



127/150 



10/501002 



FIG. 3G6 



ATOM 


1 n p 7 

X O O / 




LYS 


28 9 


6 . 


. 927 


29 . 


, 444 


4 , 


131 


1 . 


, 00 


28 . 


25 


A TOM 


T P P P 
X O O O 


In ^ 


1j X o 


^ P Q 

^ O 7 


6 


843 


28 , 


016 


4 ^ 


540 


1 . 


, 00 


28 . 


25 


ATOM 


1 R P Q 
X O O j7 


V_ 


T.vc; 

J-i X o 


9 P Q 

^ O 7 


10 


94 9 


34 , 


195 


5 . 


3 51 


1 , 


00 


48 . 


86 


A TOM 


1 P Q n 
J. O ^ U 


o 


T .VQ 
Xj X o 


'?P Q 

^ O 7 


1 n 

X \J . 


7 9 


34 


521 


6 , 


519 


1 , 


. 00 


28 . 


25 


A TOM 


1 P Q 1 


IN 


T."PTT 


^ 7 U 


12 . 


143 


34 . 


.336 


4 . 


7 91 


1 , 


. 00 


16 . 


09 


A TOM 


1 P QO 

X O 17 4^ 




T.'PTT 
Xj XL U 


Q n 

^ 7 U 


X J • 


9Q0 

1 ^ 7 w 




, 822 


5 . 


547 


1 , 


, 00 


16 . 


09 


A TOM 




r^n 
V-.0 


T.TTTT 


^ 7 U 


14 


> S O ^ 


34 . 


. 379 


4 , 


. 870 


X . 


. 00 


23 . 


78 




XO 7fc 




T.'PTT 


^ 7 U 


1 4 

X < 


t D O w 


32 . 


. 948 


4 , 


.334 


1 . 


. 00 


23 . 


78 




T Q Q C 
X O 7 D 


OFil 
L.1-/X 


T.TTTT 


^ 7 U 


X 3 < 


QQP 

> 7 7 O 


32 


748 


3 . 


571 


1 , 


. 00 


23 . 


78 


A TOM 


1 P Q ^ 
X O ^ O 




T T?TT 
XiCjU 


^ 7 U 


1 A 

X . 


> Zj J ^ 


O X < 


958 


5 . 


4 98 


1 . 


. 00 


23 . 


78 


ATOM 


1 P Q *? 


o 


T.P'TT 


^ 7 w 


13 


.32 6 


3 6 , 


.3 34 


5 . 


. 702 


1 . 


. 00 


16 . 


09 


a TOM 


1 P Q P 
X O ^ O 


o 


T.TTTT 


Q n 

4& 7 


1 

X .3 < 


nQ9 




0 53 


4 ^ 


736 


1 _ 


. 00 


23 . 


78 


A TOM ' 


1 P Q Q~ 
X O ^ 7 


TJ 
JN 


r2T .TJ 


^ 7 X 


X J < 


• P J X 


J p < 


> o X :^ 


6 . 


.912 


\ ^ 


. 00 


22 . 


3 6 


A TOM 




\_rA 


nT.M 
OXjIN 


^ 7 X 


X J 1 


7A 1 

> / *± X 


p 

J o < 


9 R7 


7 ^ 


177 




. 00 


22 . 


36 


IV TOM 


X7UX 




nT KT 


Z 7 X 


1 A 

Xl . 


> U 7 7 


^5 ft 


c;i 4 


Q 

p 1 


1 P ^ X 




00 


39 . 


09 


TV TOM 


1 Q n *5 

X 7 


oo 


VjXjJN 


Z 7X 


1 A 

x*± . 


c:R9 


O 7 1 


Q4^ 

I 7^ P 


Q 
P ■ 


• 7 7 J 




. 00 


39 . 


09 


A TOM 


1 Q n 

X U J 




VjXjIN 


9 Q1 
^ 7 X 


X .3 . 


A^Q 

• I O 7 


41 


, 005 


9 , 


. 052 


1 ^ 


. 00 


39 . 


09 


2V TOM 


X y Ur4 


OI?T 
WCiX 


VjXjIN 


^ 7 X 


1 9 

X ^ ' 


> O W U 


A 0 


73 0 


8 


741 


1 


. 00 


39 . 


09 




T Q ri c 

X y u I) 


In CjZ 


OT ISI 


•5 Q 1 
^ 7 X 


1 "X 

X ^ . 


PA 1 
. O *4 X 


A 9 


9 9 Q 


9 


445 




► 00 


39 . 


09 


2V TOM 


1 Q n ^ 
X 7 u o 


o 


OT M 


O Q 1 
^ 7 X 


1 A 

X ri . 


P A 
. O J *x 


7 ft 


7RP 
. / p p 


6 


. 253 




. 00 


22 . 


3 6 


A TOM 


1 Q O "7 

X y u / 


o 


OT M 


O Q 1 
^ 7 X 


1 c; 
X o < 


P "7 1 
• O / X 


'X ft 

J p < 


• X O J 


6 


.0 85 




00 


3 9 . 


0 9 


ATOM 


1 onp 


JN 




^ 7 ^ 


1 A 

Xri . 


• O U J 


7 Q 
.J 7 < 


Q4 ^ 

> 7*3 P 


3 • 


. p J *± 




. 00 


11 . 


17 


A TOM 




\^X^ 




^ 7 ^ 


XO 


A 1 A 
> ri X^ 


4 0 


7R0 
• r P V 


5 


. 878 




. 00 


16 . 


09 


A T'OM 


X 27 X U 


V,-A 


XT JVN-/ 


<Q 74& 


1 ^ 

X 3 


> 3 X / 


4 n 


• P X 7 


A 


• / 


2. 


00 


11 . 


17 


ATOM 


X y X X 




XT tS\J 


^7^ 


X 3 


• U X 3 


A 9 




A 


71Q 

. / J 7 


1 


. 00 


16 . 


09 


7\ TOM 


X y X ^ 




DPO 


9 Q 9 


1 "X 
X J 


R A 9 
. *z Z 


A 1 
•x X 


ft <s:7 
• p p / 


4 


.834 




. 00 


16 , 


09 


2V TOM 


X y X J 


o 


DPO 


9 Q 9 


X / 


m 9 

. U X ^ 


A n 




4 


998 




00 


11 , 


17 


TV TOM 


1 Q 1 zl 
X y X ft 


o 


DT?0 


9 Q 9 

^ 7 Z 


1 '7 
X / 


PI 1 

. O X X 


A n 


. J P *x 


4 


0 78 




. 00 


16 . 


09 


A TOM 


X 17 X 3 


"M 
iN 


X nrs. 


9 Q'^ 

^73 


X 1 


.07.^ 


4 0 


.618 


6 


. 2 66 


1 


. 00 


4 


79 


ATOM 


X 7 X O 


OA 
V_A 


TUD 
X rlxv 


9 Q "5 

^ 7 ^ 


1 p 
X o 


PI O 
. O X U 


A n 

fx W 


• O / J 


p ' 


. O X X 


1 


. 00 


4 


7 9 


ATOM 






TUT? 


^7^ 


X 7 


1 A n 

. X*k U 


A 1 
^ X 


. J w X 


/ . 


Q A 
. 7rt 


n 

X 


on 


1 "X 

XO • 


4 R 

. ft o 


ATOM 


1 Q1 P 
X 7 X O 


0^21 


X niv 


^ 7 J 




<=>SR 


4 1 


■ ^ ^ X 


8 


.170 




. 00 


13 . 


, 45 


A TOM 


X 7 X 7 




TUP 


9Q'5 


1 P 
X o 


Ann 


A n 


^^R 
• p p p 


o 

7 1 


. 117 




. 00 


13 . 


4 5 


A TOM 


X 7Z u 


o 


TUP 


^ 7 ^ 


1 Q 

X 7 


T 

• J Q J 


'X Q 

J 7 


• X P P 


P 1 


^40 




. 00 


4 ^ 


79 


A TOM 


X 7 <^ X 


o 


TT-TP 
X rlrC 


9 Q 
Z 70 


9 n 




ft 
O P 


Q 7 ft 

. 7 / O 


O 


R77 


]^ 


00 


13 . 


4 5 


A TOM 


1 Q O O 
X J7 ^ ^ 


IN 


V AXj 


9 Q A 
Z 7 


1 p 

X o 


. *±o / 


"X ft 
J o 


* X 7 VJ 


p 


7 70 




. 00 


44 


4 5 


A T'OM 


1 Q O 1 

X y J 


v^A 


V AXj 


9 Q A 
Z 7 ft 


T P 
X o 


P 9 9 
« O Z Z 


J p 


, / P o 


c 

p 


7Qn 






44 




A TOM 
Ai 


X 7^ 4 


on 


VAXj 


9 Q A 
Z 7^ 


X / 


• 70 U 




• 7 / P 


n 

1 • 


7 7Q 
. f / 7 


]_ 


on 


2 1 


8 6 


ATOM 

Ai vjra 


1 Q O 
X 7^ 3 


O0 1 


VAXj 


9 Q A 


1 p 
X o 


"? AT 

< O J 


14 


R9 9 


n 

t . 


R ni 

> P VI X 


X 


on 


21 


86 


ATOM 


1 Q O £ 
J.7^0 


oo o 


T7AT 


O Q A 
Z 7fl 


X O 


n99 


"X 

J P 


«^ Q9 


Q 

7 ■ 


1 79 
• X / Z 


X 


oo 


91 

^ X < 


Rf; 

1 O P 


A T'OM 


T Q *5 "7 


o 


VAIj 


O Q A 
Z 74 


1 P 
X o 


^9 A 


J P 


1 RT 
. XOX 


C 


Rl 


X 


OO 


44 


4 R 

> ft 3 


A T'OM 

Ai vjjyi 


1 Q O Q 


o 


VAXj 


9 Q A 
<6 7fi 


1 Q 

X 7 


1 9 
. J X Z 




9 9 A 
. Z Z 


A 


Q R A 

. 7 O 


X 


on 


21 


ft 

> O P 


A T'OM 

A J. vJlVl 


1 Q T Q 
±7^7 


JM 


A PO 


9 Q 


X / 


P C 
.OOP 


"X a 
J p 


7 7 Q 
. / / 7 


rx 


A 9 
. P rx Z 


X 


n n 


2 


n o 


A T'OM 


±7 0 U 


OA 

L.A 


A PO 


o o c; 

Z 7 3 


1 "7 
X / 


. J O 7 


J p 


"5 P 9 
. J P Z 


■2 


9 7 A 
. Z / fx 


n 

X 


o o 


9 


n o 


ATOM 




Co 




O Q C 
^ 7 D 


X D 


. X U O 


"X 7 


1 n 9 
. X UZ 


Z 


7 Q A 
. / 7*1 


X 


o o 


"X R 

O 3 < 


Q "X 
> 7 O 


ATOM 


1 Q "3 O 
X7 J i2 


CCj 


A o 


O Q C 
^ 7 D 


X _) 


*C /t 
. J D ft 


J P 


1 P 1 
. J O X 


X 


^ ^ A 


X 


o o 


"X c; 

O 3 . 


Q'X 

. 7J> 


ATOM 


1933 


CD 


ARG 


Q C 


14 


T Q A 


J / 


o /I n 
. Z4 U 


X 


. u xu 


X 


n n 


"X R 
o D . 


. 70 


ATOM 


1934 


NE 


ARG 


295 


13 


.376 


37 


.856 


1 


.980 


1 


.00 


35. 


.93 


ATOM 


1935 


CZ 


ARG 


295 


12 


.132 


38 


.258 


1 


.717 


1 


.00 


35. 


.93 


ATOM 


1936 


NHl 


ARG 


295 


11 


.610 


38 


.108 


0 


.499 


1 


. 00 


35. 


.93 


ATOM 


1937 


NH2 


ARG 


295 


11 


.418 


38 


.855 


2 


.675 


1 


. 00 


35 , 


.93 


ATOM 


1938 


C 


ARG 


295 


18 


. 544 


36 


. 771 


2 


.381 


1 


. 00 


2 


.00 


ATOM 


1939 


O 


ARG 


295 


18 


.817 


36 


.114 


1 


.378 


1 


. 00 


35 , 


.93 


ATOM 


.1940 


N 


ASN 


296 


19 


, 267 


37 


.813 


2 


.783 


1 


. 00 


23 , 


. 98 


ATOM 


1941 


CA 


ASN 


296 


20 


.415 


38 


.294 


2 


. 031 


1 


. 00 


23 


. 98 


ATOM 


1942 


CB 


ASN 


296 


20 


.920 


39 


.623 


2 


.600 


1 


.00 


20 


.87 


ATOM 


1943 


CG 


ASN 


296 


21 


.628 


40 


.454 


1 


.560 


1 


.00 


20 


.87 


ATOM 


1944 


ODl 


ASN 


296 


20 


.986 


41 


.240 


0 


.865 


1 


.00 


20 


.87 


ATOM 


1945 


ND2 


ASN 


296 


22 


.929 


40 


.219 


1 


.371 


1 


.00 


20 


.87 



128/150 



FIG. 3HH 







V- 


2i QTvT 
AOlM 


Z J7 O 


1 

Z X < 






9 Q Q 

• Z 7 Z7 


2 . 


. 066 


1 ^ 


. 00 


23 . 


, 95 


TV T'/^M 


xy^ / 


vJ 


a CM 


4& y o 


Z Z 1 


» Z J 17 






2_ . 


068 




. 00 


20 , 


, 87 




X y o 


IN 


i i K 


O Q*7 


Z X . 


, / O 3 


.3 O 


. / X u 


9 


238 




. 00 


14 , 


, 54 


TV Ti/^M 


T QA Q 


L.A 


1 X K 


z y f 


z z . 


P9 "3 
. O Z J 


3 3 


99 0 
. /JO 


9 


A fi9 
. *± O J 




. 00 


14 . 


54 


Ai Vjl*l 


T Q c: r» 

X y o u 




1 1 K 


z y / 


z z . 


P "7 ft 


O 3 


9 Q 
. o ^ O 


A 


Q c: 

■ 17 3 3 


3_ 


. 00 


12 . 


. 06 








i X K 


z y / 


Z J . 


> O 3 




9 nQ 

• J V 17 


5 . 


295 




. 00 


12 . 


, 06 


ATOM 


xy 3Z 






^ y / 


Z3 < 


991 

■ Z Z X 


"X A 


m 9 

• 3 X J 


c 

3 • 


. 171 


1 


. 00 


12 . 


. 06 




1 Q c: 
xy 3 J 


L.CiX 


1 X K 


z y / 


Z O 1 


■ X>^ J 


"3 "X 


■ 3 U 7 


C 

3 < 


4 Rl 

> ^ O X 




. 00 


12 , 


, 06 


AiL/M 


1 o c ^ 
X y 3^ 




i X K 


z y / 


Z J < 


1 

• 4 X X 




. v / u 


C 

3 • 


79Q 




. 00 


12 . 


. 06 


Ai Ufl 


1 Q c: c 
X y 




TVD 
i X K 


O Q "7 

z y / 


z ^ 


> J X o 


"3 9 
3 z 


n 

. U 3 O 


6 


.050 




. 00 


12 . 


. 06 


Ai UIVl 


1 Q c: £r 
X y 3 b 




•PVP 
i X rC 


O Q T 

z y / 


Z 3 


. O / o 


"3 9 
J z 


. 284 


5 


.918 


2^ 


. 00 


12 . 


. 06 


Al 


T Q c: T 

X y 3 / 


Orl 


TVD 
1 X K 


•5 0 7 

z y / 


z o 


. 3 / ^ 


"X 1 

O X 


9ft R 

• ZOO 


o . 


223 


]_ 


. 00 


12 . 


. 06 


ATOM 


1 Q C Q 

X y oo 




i XK 


O Q T 

z y / 


z z 


^ A ^ 
. O O 




A ^ A 
. T D ft 


9 

Z 1 


A ft 
> 0 1 O 


1 

X 


no 


14 


54 


ATOM 


1 Q C Q 

xy by 


u 


i XK 


O Q T 

zy / 


Z J 


• 3 O X 


"X A 
J ft 


09 
. U 3 O 


X . 


Q A 1 
> 17 ft X 


1 

X 




1 9 
xz < 


nfi 


AlUM 


*i Q c n 

xy D u 


XT 

JM 


VAXj 


O OR 

z y o 


Z X 


A A Q 
• j7 


"X "X 


ft Q9 

. O I7Z 


Z 1 


1 AH 


1 

X 


no 


4 


. 63 


AT.OM 


xy bx 


L.A 


T7AT 

VAXi 


z y o 


Z X 


• UO O 


"X 9 

^ z 


■ 030 


z . 


. \j / / 


1 

X 




4 


• O .7 


ATOM 


ly Dz 


v_B 


Tt7A T 

VAXj 


O Q Q 

z y o 


1 Q 

xy 


^9 ^ 


"X 9 
O z 


1 9A 
■ XZft 


z . 


K^ft 1 
• 30X 


n 

X 


on 


A9 

ftz < 


. 3 X 


ATOM 


X y D J 


L.QiX 


T7A T 
VAXj 


O Q Q 

z y o 


xy 




9 n 


ft ft 9 
. OOZ 


X . 


9ft c; 

. / O 3 


X 


no 


A9 

fx Z 1 


. 3 X 


ATOM 


X y 54 




T7A T 

VALi 


O Q Q 

z y o 


X y 


T Q n 

, / y u 


9 1 
3 X 


ft n 9 
. o u z 


A 

ft 


. u oft 


T 
X 




A 9 

ft z . 


Rl 
. 3 X 


ATOM 


196 5 




VAL 


O Q Q 

z y o 


Z X 


. U X u 


9 9 
3 Z 


T Q A 
. / O ft 


u 


. 3 O 3 


T 
X 




A 


9 


ATOM 


1966 


o 


VAL 


O Q Q 

z y o 


Z X 


A Q c: 

. ^ O 3 


9 T 
3 X 


ft Q ft 

. o y O 




. X O J 


X 


o n 


A 9 

ft z . 


Rl 

■ 3 X 


ATOM 


1 Q ^ "7 

xyo / 




OT TT 


O Q O 

zy y 


z u 


a n 
. 3 o o 


9 9 


ft 

. o3y 




n ft n 
. u o u 


T 
X 


0 o 


9 1 

Z X . 


• O X 


ATOM 


1 O f o 

ly oo 


A 

C^A 


OT TT 


O O O 

zy y 


z u 


9 £ A 

. Zl oft 


9 A 


ntzA 

. UOfk 


X . 


. J ox 


X 


oo 

• \J\J 


91 

Z X . 


^ 1 

• OX 


ATOM 


1 Q f Q 




OT TT 


O O Q 

zy y 


xy 


"3 9 Q 

. 3z y 


9 c: 
3 b 


9 9 n 
. z z u 


- 1 

X . 


. O / X 


X 


oo 


A n 

ft u . 


9 9 


ATOM 


1970 


CG 


GLU 


o o o 

zy y 


X / 


Q Q A 


9 A 
3 ^ 


Q9 O 

. y z u 


— X 


919 
. J XZ 


X 


oo 


A n 

ft u 


9 9 


ATOM 


X y / X 




OT TT 


O Q Q 

z y y 


X o 


Q Q ^ 

. y o D 


9 


1 A 9 
. X ft z 


X 


9 9ft 
. J / O 


n 

X 


o o 


A n 

ft \j 


9 9 


ATOM 


1972 


OEl 


OT TT 


O Q Q 

z y y 


X / 


A C A 

. ft oft 




9 ^ n 

. Z D U 


~ X 


. U / D 


X 


n 0 


A n 

ft u 


9 9 


AlOM 


xy / J 


Ohi^ 


OT TT 
VjrLiU 


O Q Q 

z y y 


X D 


Q n O 
. O U Z 


9 

J 3 


Q ft A 

. y o ft 


X 


9 9 9 
. / ZZ 


T 
X 


o o 


A n 

ft U 


9 9 


Al KJri 


X y / ft 




OT TT 


'J Q Q 

z y y 


Z X 


. O O Z 


9 A 
J ft 


9 m 

. J U X 


X 


Q99 


]^ 


. 0 0 


2 1 


61 


Al UN 


T Q T C 

X y / D 


o 


r*J TT 


O Q Q 

z y y 


Z X 


• y 3 / 


9 9 


9 9 R 
. / J 3 




. U X 3 


|]_ 


nn 


A n 
ft \j 


9 9 


AiUIVl 


T Q "7 

xy / fa 


M 

JN 


A OXT 

AoJM 


"2 n n 
J w U 


Z Z 


A. 

. ft 3 3 


9 

^ 3 


T C\A 
. X VJft 


X 


9 1 n 

. J X u 


n 

X 


nn 


3 


Q A 
. «7rt 


ATOM 


xy / / 


t.A 


A CXT 


n n 

.3 U U 


Z^ 


ion 


9 *^ 
^ 3 


9 9 9 
. O / Z 


X 


ftl ft 
. oxo 


X 


nn 


3 


QA 
. i7f* 


A T'/^lV/r 

Aiora 


xy / o 


OD 


A CXT 

AoJM 


"inn 


Zrc 


. X03 


9 ^ 


ftl A 
• O X o 


X 


m 9 

• 3XZ 


1 

X 


nn 


9 Q 


1 9 

. X J 


AiOIYl 


xy /y 




A GXT 


J uu 


Z J 


9 9 A. 
. Z / ft 


9 9 


R9 9 
• o Z / 


z 


9 m 

. Z U X 


1 

X 


nn 


9 Q 


1 9 

. X3 


AiOM 


X y o u 


OUX 


A CXT 


n n 
J U U 


Z J 


c: R n 
. 33c3 


9 P 


9 9 A 
. Z / ft 


- 9 


9 1 A 
. J X** 


T 
X 


n n 


9 Q 


1 9 

. X J 


Ai OM 


X y o X 




A OXT 

AoiN 


"inn 
J U U 


z z 


. X O J 


9 Q 


1 ft 
. X O O 


X 


R R ft 
. 3 3 O 


1 
X 


n n 


9 Q 

J 17 


1 9 
. X o 


Ai OM 


T Q Q O 

X y o z 




A OXT 

AoJM 


"3 r\ n 
j> U U 


z^ 


9 A 
. /ft J 


9 A 
J ft 


9 c: 
. J 3 O 


X 


1 Q9 

. X y J 


X 


nn 


3 


Q A 
• ^ ft 


AiOM 


1 Q Q O 

X y o J 


O 


A OXT 

AoJM 


"inn 
^ u u 


Z 3 


C Q 
. D 3 O 


9 A 
J ft 


9 n 

. / U O 




A A 1 
. ft ft X 


n 

X 


n n 


9 Q 

J -7 


1 9 
. X o 


AiUn 


xy o4 


XT 


A oo 


^ U X 


Z 


A Q A 

. ft y ft 


9 9 


n ft 9 
. U O / 


X 


R n R 

. 3 U 3 


1 

X 


n n 


z o 


A 9 

. ft 3 


ATOM 


1 O Q C 

xysb 




AOO 


J UX 


^ D 


9 Q n 

. Z O U 


9 1 
3 X 


• ybo 


~ X 


. UU3 


X 


nn 


9 

z o 


A 9 
. ft 3 


ATOM 


1986 


CB 


ARC 


3 QX 


z4 


c n c 
. b U3 


3 X 


O Q C 

.zoo 


u 


1 K9 
. Xb3 


X 


no 


A 

ft b 


9 ft 
.30 


ATOM 


1987 


CG 


A oo 

ARG 


J OX 


ZD 


O O T 

. 3z3 


9 A 

3 U 


ATT 


X 


1 9 ft 
. X3o 


X 


oo 


A 

ft D 


9 ft 

■ 3 O 


TV rn/^KA 

ATOM 


198 8 


CD 


ARG 


3 01 


zb 


A O A 


3 X 


O O C 

. zz b 


z 


A A C 

. ^^b 


X 


oo 
. uu 


A 

ft b 


9 ft 
.30 


ATOM 


1989 


NE 


ARG 


3 01 


zo 


•7 C n 


3 U 


Q Q T 

. oy / 


3 


. U / X 


X 


o o 
. u u 


A R 
ft 3 


9 ft 
.30 


ATOM 


1990 


Of? 

CZ 


ARG 


3 01 


Z / 


O £ O 

. o D y 


3 X 


"3 9 

, o3 3 


z 


Q R Q 

. yby 


X 


o o 
. u u 


A R 
ft 3 


9 ft 
« 3 O 


ATOM 


1991 


NHl 


ARG 


3 01 


Z / 


OTA 


3 ^ 


T C Q 

. /by 


z 


O A O 

. z ft y 


X 


o o 
. u u 


A R 
ft 3 


9 ft 
.30 


ATOM 


1992 


NH2 


ARG 


301 


29 


. 001 


3 1 


O A O 

. Z Oo 


3 


. bXU 


X 


. uu 


A C 

^ b 


9 ft 
. 3 O 


ATOM 


1993 


C 


ARG 


301 


25 


.469 


30 


.955 


-2 


.158 


1 


.00 


26 


.43 


ATOM 


1994 


O 


ARG 


301 


24 


.525 


30 


.686 


-2 


.903 


1 


.00 


45 


.38 


ATOM 


1995 


N 


PRO 


302 


26 


.684 


30 


.392 


-2 


.315 


1 


.00 


7 


.81 


ATOM 


1996 


CD 


PRO 


302 


27 


, 840 


30 


.490 


-1 


.414 


1 


. 00 


9 


.65 


ATOM 


1997 


CA 


PRO 


302 


26 


. 953 


29 


.424 


-3 


.387 


1 


.00 


7 


.81 


ATOM 


1998 


CB 


PRO 


302 


28 


.326 


28 


.860 


-3 


.009 


1 


.00 


9 


.65 


ATOM 


1999 


CG 


PRO 


302 


28 


.420 


29 


.106 


-1 


.534 


1 


.00 


9 


.65 


ATOM 


2000 


C 


PRO 


302 


25 


.885 


28 


.348 


-3 


.432 


1 


. 00 


7 


.81 


ATOM 


2001 


O 


PRO 


302 


25 


.600 


27 


.715 


-2 


.419 


1 


.00 


9 


.65 


ATOM 


2002 


N 


LYS 


303 


25 


.279 


28 


.166 


-4 


.604 


1 


.00 


38 


.56 


ATOM 


2003 


CA 


LYS 


303 


24 


.195 


27 


.191 


-4 


.785 


1 


.00 


38 


.56 


ATOM 


2004 


CB 


LYS 


303 


23 


.260 


27 


.627 


-5 


.923 


1 


.00 


37 


.34 



129/150 



FIG. 311 



a TOM 


9 n n 

^ U U 3 


on 


LYS 




22 . 


, 529 


28 . 


. 920 


-5 . 


637 


1 . 


00 


37 . 


34 


2XTOM 


^ V/ u O 


on 


T.YQ 


3 03 


21 


. 645 


29 . 


. 313 


-6 . 


794 


1 . 


00 


37 . 


34 


TV TOM 


9 0 0 7 




T.YQ 
Xj X 0 




2 1 


. 23 0 


3 0 


. 779 


- 6 . 


, 697 


1 . 


00 


37 . 


34 


ZlTOM 


9 o n p 
«& u u o 




Xj X 0 




2 0 


64 0 


3 1 , 


.2 68 


-7 . 


995 


1 . 


00 


37 . 


34 


ATTiM 


n A Q 

^ U U I7 




T.VQ 
Xj X 0 


j\j -J 


24 


. 587 


25 


.738 


-4 . 


. 989 


1 , 


00 


38 , 


56 


TvrrrjM 


^ U X u 


0 


LYS 


303 


25 


. 719 


25 


, 429 


-5 , 


, 367 


1 . 


00 


37 . 


34 


r\ X KJVl 


^ U X X 


NT 

IN 


TYR 


0 VJ *X 


23 


. 626 


24 


. 859 


-4 , 


, 692 


1 . 


00 


20 . 


93 


a TOM 


^ ly X ^ 


oa 


TVP 




Z J . 


. 768 


23 


. 405 


-4 . 


, 834 


1 . 


00 


20 . 


93 


a TOM 


^ U X ^ 




TYR 


304 


24 


. 093 


22 


. 741 


-3 . 


. 501 


1 . 


00 


13 . 


21 


ATOM 


U X f± 




TVP 
X X I\. 


J V I 


2 5 


. 503 


22 


. 977 


-3 . 


. 082 


1 . 


00 


13 . 


21 


ATOM 


^ U X 3 


om 


TVP 


J u *± 


0 

Z Q 


.53 6 


22 


.2 01 


-3 


.5 85 


1 , 


00 


13 . 


21 


ATOM 


^ U X O 


OPT 


TVP 


0 \j 1 


2 7 


. 853 


22 


.4 69 


-3 , 


. 252 


1 . 


00 


13 . 


21 


a TOM 


^ U X / 


ono 


TVP 
X X 


"X O A 
J u *± 


Z Zj 


.814 


24 


.013 


-2 , 


.219 


X . 


00 


13 . 


21 


ATOM 


^ U X o 


OTr9 


TVP 
X X rv 


J w *± 


27 


. 12 0 


24 


.2 91 


_ 2, 


. 8 76 


1 . 


0 0 


13 . 


21 


TV TOM 


^ U X 7 


07 


TVP 
X X 




Oft 
z 0 


1 AI 
> X 1 X 


09 
z 0 


. 522 


-2 


.3 91 


1 , 


00 


13 . 


21 


TV TOM 


9 n o n 
^ u ^ u 


ou 
wn 


TVP 
X XI\. 


n A 


OQ 
z 7 


. 441 


23 


. 858 


-2 . 


, 075 


1 . 


00 


13 . 


21 


a TOM 


^ X 


0 


TVP 
X X K 


0 U 


0 0 
z z 


A QO 
• ^ 7Z 


0? 

z z 




3 < 


t 3 0 0 


1 . 


00 


20 . 


93 


ATOM 


o ft O O 


0 


TVP 

X XK. 


n A 

J VJ 


0 1 

Z X 


9 QC^ 


Z .7 


097 


-4 


. 878 




00 


13 . 


21 


AX vjiyi 


O ft o -5 


In 


ai a 

AXjA 


"5 n R 

0 U D 


0 0 
z z 


^A ^ 

. 0 O 


0 0 
z z 


0 0^^ 
. \j u 0 


0 . 


A 4 




00 


21 . 


50 


TV TOM 
AX vJlYl 


0 A 0 /I 
Z UZ 


oa 

L.A 


ai a 


n c; 

J U J 


0 1 
Z X 


m 9 

. IJ X J 


0 1 

Z X 


9 R A 


_ 7 


0 96 




0 0 


21 . 


50 


TV TOM 


9 n 9 

Z UZ D 




ai a 

AXjA 


n 


0 1 

Z X 


. 17 17 X 


0 0 
z u 


RA Q 


- 8 


2 90 




0 0 


20 . 


54 


a TOM 


•5 n 0 
z uz 0 


0 


aT.a 

AXjA 


^ U D 


0 0 
z u 


PI 
• 0 X 3 


0 0 
z u 


A RA 




.102 


3^ ^ 


0 0 


21 . 


5 0 


A TOM 


z uz / 


0 


AXjA 


•3 n <s 

i.3 U 3 


1 Q 

X 7 


^Q9 


00 

Z v 


9 ^50 

• J 3 V7 


-6 


. 103 




0 0 


2 0 , 


54 


A TOM 


o n 0 Q 
z uz 0 


KT 
IN 


OT V 
OXj X 


«j U D 


0 1 

Z X 


• D X J 


X 7 


P9^ 

. 0 .3 Q 


- 5 


230 




00 


20 . 


44 


ATOM 


0 ft n Q 

z U Z 7 


oa 


OT.V 
vjXjX 


J u 0 


0 1 

Z X 


0 Q9 

• U 17 J 


1 P 
X 0 


Q97 


-A 


• Z X3 


1 _ 




20 , 


.44 


ATOM 


z u ^ u 


0 


OT V 


9 n 

^ U D 


0 1 

Z X 


• X 0 17 


1 7 
X / 


. 482 


-4 


, 628 


1 ^ 


, 00 


20 , 


, 44 


ZVTOM 


0 n "3 1 

Z U J X 


0 


OT V 


9 n 
0 u 0 


0 0 

Z \J 


P^P 
• 0 D 0 


1 7 
X r 


T 9A 

. X J 'X 


_ 5 


, 778 


X ^ 


, 00 


20 . 


50 


A TOM 


Z U J Z- 




T.T?TT 
XjC«U 




0 1 

Z X 


• 0 X 3 


X 0 


. 64 0 


_ 3 


.703 


1 


0 0 


6 . 


2 0 


A TOM 


Z U J ^ 


oa 


T.PTT 




2 1 


.729 


15 


. 209 


-3 


. 93 9 


1 _ 


. 00 


6 . 


2 0 


a TOM 


9 n T 4 

Z U J ft 


OR 


T 'PTT 




0 0 
z z 


P9 

. 0 J 0 


1 A 
X 


. ^ 7 0 


- 3 


.085 


1 _ 


0 0 


18 , 


44 


ATOM 


0 n 1 
z D 


00 


T .T7TT 


9 09 


OA 
Z *z 


• X 3 / 


X ^ 


9 A Q 
. J 'z 7 


- 2 


. 934 


1 ^ 


. 00 


18 . 


. 44 


A TOM 


z u J 0 


om 
^ux 


T.PTT 


9 m 


0 ^ 

Z 3 


1 07 
• xz / 


1 A 
X*s 




-2 


. 083 


1 _ 


. 00 


18 . 


. 44 


A TOM 


z / 


ono 


T.PTT 


9 09 


OA 
Z rz 


7A A 


X 3 


• 0 3 X 


-4 


, 3 03 




. 00 


18 . 


. 44 


ATOM 


0 n Q 

Z U J 0 


0 


T.PTT 


9 0 9 


Oft 

Z LI 


AI 9 

« 'x X J 


1 A 

X *x 


• 3 ^ u 


-3 


, 562 




. 00 


6 , 


■ 20 


ATOM 


0 n Q 

Z U J 7 


0 




9 0 "7 


1 Q 

X 2? 


. / 0 J7 


14 


.910 


_2 


. 561 


1 


. 00 


18 . 


. 44 


ATOM 
A X vjl'l 


9 n4 n 

Z U u 




TWP 
X nrc 


9 0 R 
.3 u 0 


1 Q 
X 7 


QQ9 

. ^ -7 J 


13 


.58 9 


- 4 


.3 79 




. 00 


50 . 


. 96 


ATOM 
A X Win 


9 nA 1 
z u 1 X 


oa 


TRP 
X nrv 


9 OP 


1 P 
X 0 


7 R9 


1 0 

X z 


.861 


- 4 


.133 


1 


. 00 


50 . 


. 96 


A TOM 

AX uiyi 


9 n A 9 
Z Ufl z 


OT3 


TUP 
X rirc 


9 0 P 
J u 0 


1 p 
X 0 


0 Q Q 
. z ^ 7 


1 0 
X z 


0^9 

. 3 J 


3 


9 PQ 

. 3 0 -7 


3_ 


. 0 0 


9 


. 59 


A TOM 

AX UiM 


Z UfU 


00 1 


TUP 

X rlrC 


9 n p 


X ^ 


9 0 9 


X X 


0 QA 


3 


. 751 


3_ 


00 


9 


59 


A TOM 

Ai yjn 




009 


TRP 


9 0 P 
J u 0 


1 p 
X 0 


OA 0 


T 0 
X z 






• 33/ 


1 


. 00 


9 ^ 


. 59 


A T'/^TVA 
Al VJIVI 


9 n A c 

Z U4 3 


0 


TUP 
X rIK 


9 n 0 
.5 u 0 


1 Q 
X 0 




X X 


QO Q 

. 17 Z 7 


_ 0 
z 


• 7 z 0 


X < 


00 


E^O 

3V/ 1 




TVPOlV/f 
AlLfJYl 


9 n A c 

Z U4 0 


0 


TUP 

X rlK. 


9 n 0 
^ u 0 


0 0 
z yj 


OP 0 
■ V 0 z 


X X 




z 


• 3 7 w 


3_ 


. 00 


9 


. 59 


ATOM 


Z U4 / 


JNf 


It rl Hi 


9 n Q 


X f 


• 0 3 0 


X X 


1^9 P 


_ 0 
z 


0 P Q 

• Z 0 27 


]^ 


00 

t \J\J 


9 


. 2 8 


ATOM 


0 ft /I Q 

z 04 0 


A 

t-A 


Flic* 


"> ft Q 

J u y 


X / 


Q 9 
. y DO 


1 n 
X u 


7 Q 


~ X 


19 9 
. X z 3 


X 


0 0 


Q 

17 . 


0 P 
. z 0 


A T'/^M 


0 ft /I Q 

z U4 y 




f Mn» 


9 ft Q 

J u y 


X 0 


^19 
. 0 XZ 


1 n 
X u 


. 3 0 X 


- 0 


A 9 1 
. ft Z X 


-1 

X 


00 

. \J\J 


9 R 

3 3 . 


Q7 

. -7 / 


ATOM 


0 ft C ft 

zUbU 




FHCj 


9 ft Q 

-3 u y 


± 0 


9 p n 
. z 0 u 


X X 


7 Q 


n 


9 7 P 
.3/0 


X 


00 

> \J\J 


9 c: 

3 3 . 


Q 7 

. j7 / 


ATOM 


0 ft C 1 

z Ud X 




irxiCi 


9 ft Q 

J u y 


± D 


779 

mile. 




. y3u 


X 


^ 7 ^ 
.0/3 


T 
X 


00 


9 ^ 

3 3 ' 


Q 7 

. -7 / 


ATOM 


2052 


CD2 


PHE 


309 


15 




12 


.854 


-0 


.203 


1 


. 00 


35 


.97 


ATOM 


2053 


CEl 


PHE 


309 


16 


.575 


13 


.149 


2 


.387 


1 


.00 


35 


.97 


ATOM 


2054 


CE2 


PHE 


309 


15 


.373 


14 


.062 


0 


.497 


1 


.00 


35 


.97 


ATOM 


2055 


CZ 


PHE 


309 


15 


.875 


14 


.205 


1 


.796 


1 


.00 


35 


.97 


ATOM 


2056 


C 


PHE 


309 


18 


.637 


9 


.355 


-1 


.354 


1 


.00 


9 


.28 


ATOM 


2057 


0 


PHE 


309 


19 


.450 


8 


.940 


-0 


.542 


1 


. 00 


35 


.97 


ATOM 


2058 


N 


PRO 


310 


18 


.371 


8 


.699 


-2 


.495 


1 


. 00 


38 


.48 


ATOM 


2059 


CD 


PRO 


310 


17 


.483 


8 


.981 


-3 


.638 


1 


. 00 


23 


.38 


ATOM 


2060 


CA 


PRO 


310 


19 


. 075 


7 


.426 


-2 


.677 


1 


.00 


38 


.48 


ATOM 


2061 


CB 


PRO 


310 


18 


.467 


6 


.875 


-3 


.970 


1 


.00 


23 


.38 


ATOM 


2062 


CG 


PRO 


310 


18 


.106 


8 


.120 


-4 


.738 


1 


.00 


23 


.38 


ATOM 


2063 


C 


PRO 


310 


20 


.584 


7 


.675 


-2 


.794 


1 


.00 


38 


.48 



130/150 



FIG. 3JJ 



ATOM 


2064 


o 


PRO 


310 


21 . 


373 


6 


. 834 


-2 


.378 


1 . 


. 00 


23 , 


.38 


ATOM 


2065 


N 


LYS 


311 


20 . 


971 


8 


. 846 


-3 


. 308 


1 , 


. 00 


13 . 


. 04 


ATOM 


2 06 6 


CA 


LYS 


311 


22 . 


385 


9 


. 214 


-3 


. 465 


1 , 


. 00 


13 . 


. 04 


ATOM 


2 06 7 


CB 


LYS 


311 


22 . 


523 


10 


. 463 


-4 


. 342 


1 , 


. 00 


34 


. 06 


ATOM 


2 068 


CG 


LYS 


311 


22 . 


808 


10 


. 195 


-5 


. 807 


1 , 


. 00 


34 


. 06 


ATOM 


2069 


CD 


LYS 


311 


24 . 


240 


9 


. 693 


-6 


. Oil 


1 , 


. 00 


34 


. 06 


ATOM 


2070 


CE 


LYS 


311 


24 . 


521 


9 


.395 


-7 


.494 


1 , 


. 00 


34 


. 06 


ATOM 


2071 


NZ 


LYS 


311 


25 . 


967 


9 


-063 


-7 


. 743 


1 , 


. 00 


34 


. 06 


ATOM 


2072 




LYS 


311 


23 . 


019 


9 


.494 


-2 


. 105 


1 , 


. 00 


13 


. 04 


ATOM 


2 073 


0 


LYS 


311 


24 . 


187 


9 


. 171 


-1 


. 865 


1 , 


. 00 


34 


. 06 


ATOM 


2 074 


N 


LEU 


312 


22 . 


234 


10 


. 137 


-1 


. 241 


1 


. 00 


30 


. 77 


ATOM 


2 075 


CA 


LEU 


312 


22 . 


635 


10 


. 500 


0 


. 118 


1 


. 00 


30 


. 77 


ATOM 


2 07 6 


CB 


LEU 


312 


21 . 


673 


11 


. 556 


0 


.665 


1 


. 00 


12 


.53 


ATOM 


2 077 


CG 


LEU 


312 


21 . 


900 


13 


. 005 


0 


. 240 


1 


. 00 


12 


. 53 


ATOM 


2078 


CDl 


LEU 


312 


20 . 


660 


13 


. 854 


0 


. 540 


1 


. 00 


12 


. 53 


ATOM 


2079 


CD2 


LEU 


312 


23 . 


134 


13 


. 523 


0 


. 958 


1 


. 00 


12 


. 53 


ATOM 


2080 




LEU 


312 


22 . 


658 


9 


.285 


1 


. 060 


1 


. 00 


30 


. 77 


f\ ± KjVl 


^ V O X. 


o 


LEU 


312 


23 . 


514 


9 


. 193 


1 


. 953 


1 


. 00 


12 


, 53 


ATOM 


2 082 


N 


PHE 


'^1 

^ X o 


21 . 


709 


8 


.3 76 


0 


.860 


X 


. 00 


9 


. 82 


ATOM 


^ U O J 


PA 


PHE 


J X o 


2 1 . 


600 


7 


.167 


1 


.668 


1 


. 00 


9 


. 82 


ATOM 


^ U O *4 




PHE 


J X J 


20 . 


3 02 


7 


.155 


2 


. 486 


1 


. 00 


19 


. 45 


ATOM 


^ U O 3 


oo 


PHE 


J X J 


2 0 


168 


8 


.3 07 


3 


.44 0 


1 


. 00 


19 


. 45 


ATOM 


^ u o o 


om 




313 


2 1 . 


03 0 


g 


.435 


4 


.522 


1 


. 0 0 


19 


. 45 


ATOM 


^ u o / 




PHP 


717 
O X o 


1 Q 

X 7 • 


182 


9 


. 268 


3 


.235 


1 


. 00 


19 


. 45 


ATOM 


^ u o o 


v^Hj X 


DHT? 
trnCt 


71 7 

J X J 


90 


97 0 

1 7 O V 


9 


. 4 93 


5 


. 385 


1 


. 00 


19 


. 45 


ATOM 


^ U O 7 


^^9 


XT mil 


717 

J X J 


1 Q 

X 7 < 


I V ^ o 


10 


. 349 


4 


. 085 


1 


- 00 


19 


. 45 


ATOM 


^ V/ 7 u 




PHP 


71 7 


1 Q 

X 7 < 


Q7 R 

> 7 o o 


10 


,468 


5 


. 172 


1 


, 00 


19 


. 45 


ATOM 


^ u 7 X 


P 




717 

O X J 


2 1 . 


559 


5 


.9 77 


0 


.718 




. 0 0 


9 


. 82 


ATOM 


2 092 


o 


PHE 


313 


2 0 . 


501 


5 


.3 71 


0 


. 525 


1 


. 0 0 


19 


. 4 5 


ATOM 


2093 


N 


PRO 


314 


22 , 


7 09 


5 


. 608 


0 


. 128 


1 


. 0 0 


17 


. 77 


ATOM 


2094 


CD 


PRO 


314 


24 , 


077 


5 


- 031 


0 


. 454 


1 


. 00 


21 


. 65 


ATOM 


2095 


CA 


PRO 


314 


22 . 


726 


4 


. 474 


-0 


. 797 


1 


. 00 


17 


. 77 


ATOM 


2096 


CB 


PRO 


314 


24 . 


203 


4 


. 367 


- 1 


. 168 


1 


, 00 


21 


. 65 


ATOM 


2097 


CG 


PRO 


314 


24 . 


,881 


4 


. 791 


0 


. 098 


1 


. 00 


21 


. 65 


ATOM 


2098 




PRO 


314 


22 . 


, 227 


3 


.213 


-0 


. 114 


1 


. 00 


17 


. 77 


ATOM 


2099 


o 


PRO 


314 


22 . 


, 160 


3 


. 142 


1 


. Ill 


1 


. 00 


21 


. 65 


ATOM 


2100 


N 


ASP 


315 


2 1 , 


889 


2 


. 215 


- 0 


. 919 


1 


. 00 


38 


. 72 


ATOM 


2101 


CA 


ASP 


315 


21 , 


,380 


0 


. 941 


- 0 


. 422 


1 


. 00 


38 


. 72 


ATOM 


2102 


CB 


ASP 


315 


21 , 


078 


0 


. 026 


-1 


. 610 


1 


. 00 


47 


. 92 


ATOM 


2 103 


CG 


ASP 


315 


2 0 , 


157 


0 


. 687 


-2 


. 626 




. 00 


47 


. 92 


ATOM 


4& X U *x 


om 


AQP 

AO IT 


71 R 

J X 3 


X o < 


97 Q 

> 7 J 7 


0 


. 386 


_2 


. O V *3 




. 00 


47 


. 92 


ATOM 


^ X W J 


0D2 


ASP 


71 "5 

J X .7 


20 . 


. 646 


1 


. 517 


-3 


, 434 


X 


. 00 


47 


. 92 


ATOM 


91 nfi 

^ X. \./ o 




ASP 


71 *5 

■3 X 


22 . 


. 324 


0 


. 248 


0 


. 568 


X 


. 00 


38 


. 72 


ATOM 


9 1 n "7 


\j 


AQP 

AO XT 


7 1 ^ 
O X ^ 


9 1 
^ X . 


. o o o 


- n 


.2 75 


3_ 


.600 


X 


. 0 0 


47 


. 92 


ATOM 


9 1 n ft 

^ X u o 


IN 


O Hi rs. 


7 1 
X o 


9 7 


623 


0 


.348 


0 


.301 


X 


. 00 


22 


. 14 


ATOM 


9 1 n Q 

^ X U 27 


OA 




7 1 ^; 

.J X o 


24 


64 5 


- 0 


. 2 74 




. 13 0 


X 


. 00 


22 


. 14 




OTTO 

^ X X U 






J X o 


9 C 


n 9 9 


n 
u 


n p 
. u o o 


r\ 
U 


R Q 7 


X 


n n 

. VJ u 


4 1 
fx X 


1 R 

. X 13 


ATOM 


2111 


OG 


SER 


316 


26 . 


. 118 


1 


.482 


0 


.360 


1 


. 00 


41 


.15 


ATOM 


2112 


C 


SER 


316 


24. 


.587 


0 


.026 


2 


.622 


1 


.00 


22 


.14 


ATOM 


2113 


0 


SER 


316 


25. 


.207 


-0 


.678 


3 


.411 


1 


.00 


41 


.15 


ATOM 


2114 


N 


LEU 


317 


23. 


.846 


1 


.057 


3 


.014 


1 


.00 


35 


.08 


ATOM 


2115 


CA 


LEU 


317 


23 . 


.741 


1 


.414 


4 


.427 


1 


.00 


35 


.08 


ATOM 


2116 


CB 


LEU 


317 


23 . 


.445 


2 


.903 


4 


.586 


1 


.00 


17 


.46 


ATOM 


2117 


CG 


LEU 


317 


24 . 


.520 


3 


.820 


4 


.021 


1 


.00 


17 


.46 


ATOM 


2118 


CDl 


LEU 


317 


24 . 


. 047 


5 


.257 


4 


.043 


1 


.00 


17 


.46 


ATOM 


2119 


CD2 


LEU 


317 


25. 


. 812 


3 


.628 


4 


.797 


1 


.00 


17 


.46 


ATOM 


2120 


C 


LEU 


317 


22. 


.659 


0 


.599 


5 


. 118 


1 


. 00 


35 


. 08 


ATOM 


2121 


0 


LEU 


317 


22. 


.862 


0 


.095 


6 


.229 


1 


.00 


17 


.46 


ATOM 


2122 


N 


PHE 


318 


21. 


.531 


0 


.455 


4 


.435 


1 


.00 


4 


.02 



131/150 



10/501002 



FIG. 3KK 



ATOM 


2 12 J 


CA 




^ J. o 


A U . 


"3 Q O 

3 y ^ 




z / 0 


A 

*4 . 




X . 


nn 


4 


• u z 


ATOM 


2 124 


CB 


JrHhi 


J lo 


1 O 
1 y . 


113 


A 

u . 


X ft / 


A 

ft . 


^ r> 

. Z .J u 


X . 


nn 


XO ' 


Sfi 
• 3 0 


ATOM 


212 5 


CG 


PHE 


J lo 


1 O . 


Q A "7 

y u 3 


1 . 


b ft u 


A 

ft . 


. Z v/ X 


X . 


n n 


1 fi 

X 0 . 


Rfi 
> 0 0 


ATOM 


212 6 






O X O 


lo . 


13 3 


z . 


0 fi 
z b 0 


C 


. X / ft 


n 

X . 




1 fi 

X 0 


Rfi 
. 3 0 


ATOM 


212 7 


CU2 




J 1 O 


ly . 


D 1 4 


z . 


4 0 n 
ft z u 




. Z X 0 


X . 


nn 


1 fi 

X 0 


Rfi 
. J 0 


ATOM 


2 128 


Cal 




J lo 


1 / . 


y / / 


3 . 


£ c: c 
bb3 


D 


. 1 / D 


X • 


nn 


T fi 
X 0 


Rfi 
* 3 0 


ATOM 


2 12^ 


Chi2 


OUT? 


•a 1 Q 
J lo 


J. 7 . 


3/3 


3 . 


not; 
0 us 


•3 
3 


. Z U X 


X . 


nn 


1 fi 

XO 


Rfi 
• 3 0 


ATOM 


2130 


CZ 


irrlci 


J lo 




C A O 
oU2 


A 


A Q n 
4 3 u 


A. 
ft 


. 1 oz 


1 

X • 


nn 


1 fi 

XO 


i^fi 
.30 


ATOM 


2131 


c 


T>TTO 

PHE 


11 T O 


O A 

2U « 


C O 1 

byi 


- 1 . 


Q 

/oo 


A 

4 


*? A A 


X . 


nn 


A 
*± 


n 0 
. u z 


ATOM 


213 2 


o 




O 1 O 


2 1 . 


O A A 

. 2 U U 




1 / Z 


-3 


. /ox 


X . 


nn 


1 fi 
X 0 


Rfi 
.30 


TV m/^lliT 

ATOM 


213 3 


N 


PRO 


J ly 


O A 

2 U . 


. ibi 


- ^ . 


C T Q 
D / 0 




*? n p 


X . 


n n 


■J X 


1 1 

* X / 


ATOM 


2134 


CD 


PRO 


J ly 


xy , 


^ "3 T 

. b3 / 


- 2 . 


210 


/ 


n A n 

. U fi u 


X . 


n n 


CO 
0 z 


A fi 
. ft 0 


ATOM 


2135 


CA 


FRO 


O l7 


O A 

2U . 


O Q Q 

, 2oy 


- 4 . 


n 0 Q 
u z y 




*? A 
. 3 / ft 


X . 


nn 


J X 


. X / 


ATOM 


2136 


CB 


PRO 


J ly 


ly . 


Q '3 A 

1 o34 




C /I "3 
b4 3 


b 


. y D -L 


X . 


n n 


o z 


A fi 
. ft 0 


ATOM 


2 U / 




PRO 


no 
J ly 


1 Q 

lo * 


on 

, yu3 


• 3 . 


ft / 0 


•7 


. fx 


X • 


nn 


RO 
^ z 


fi 

. fx 0 


ATOM 


21i3o 


C 


PRO 


•5 T Q 
Jl7 


±y . 


O Q Q 

> 33 y 


•" 4 . 


4 32 


A 


A t^l 
. ft D 1 


X • 


nn 


0 X 


. X / 


ATOM 


213 9 


O 


PRO 




1 Q 


> 12o 


- 4 . 


0 0 R 
2^D 


A 

4 


. D J 0 


n 

X . 


nn 


RO 

3Z 


^ fi 
. ft 0 


ATOM 


214 0 


N 


ATA 

ALiA 


•5 O 


ly . 


. OO 1 


- b . 


n "5 c 

UZ D 


•a 


'3 Q A 
. J Oft 


X . 


nn 


1 n 

X u 


. 0 / 


ATOM 


2 14 1 


CA 


ALA 


o o n 


ly . 


ACQ 

- uby 


- b . 


>1 Oil 
4 Zft 


Z 


. Z 3 / 


1 

X . 


n n 


1 n 

X u 


. 0 / 


ATOM 


2 14 2 


CB 


ALA 


"5 O A 

J 2 U 


1 y . 


. 24 o 




A "3 
4 3d 


1 


. X u / 


X . 


n n 


0 R 
Z 3 


0 1 
. Z X 


TV m/^R/i 

ATOM 


2 14 3 


C 


ALA 


T O A 

J 2 U 


ly . 


.414 


~ b . 


Q 0 

0 2 b 


J. 


P A 

. 0 u 0 


X . 


n n 


1 n 

X \J 


P '7 
. 0 / 


ATOM 


2 144 


O 


ALA 


O O A 

J20 


ly . 


Q Q 1 

. ool 


- / . 


A 0 A 
U2 U 


A 

U 


^ R C 

. b 03 


1 . 


nn 


Z 3 


0 1 
. Z X 


ATOM 


2145 


N 


TV OT5 

AoP 




ly . 


> 2 U3 


- / . 


fi A A 
0 04 


2 


£ Q 
. 0 0 D 


n 

X • 


nn 


A *? 
ft / 


.00 


ATOM 


2146 


CA 


ASP 




ly . 


COT 

> b21 


Q 

- y . 


loi 


2 


"3 "3 Q 
.330 


X . 


nn 


A 

f* / 


.00 


ATOM 


2147 


CB 


ASP 


321 


20 . 


O "3 ^ 

> 23 6 


- y . 


Q A A 

yoo 


3 


A Q "3 
. 4 o3 


1 . 


A n 


C A 

b4 


A 0 
. 4 Z 


ATOM 


214 8 


CG 


A O O 

ASP 


J2 1 


2 1 . 


A Q /I 

. uy4 


— 11. 


A A 
U 3 U 


Z 


Q P ^ 

. 0 b 


X . 


n n 


fi A 
0 ft 


A 0 
. ft Z 


ATOM 


214 9 


ODl 


ASP 


321 


2 1 . 


. 23 0 


-11. 


0 A A 
2 U U 


1 


"7/1/1 

. / 4 4 


1 . 


A A 

u u 


A 

b4 


A 0 
. fi Z 


ATOM 


2150 


0D2 


ASP 


321 


2 1 . 


. 63 0 


-11. 


Oil 

oil 


3 


Q 0 A 

. 0 2 U 


1 . 


A A 


b4 


A 0 
. fi Z 


ATOM 


2151 


C 


ASP 


3 21 


T Q 

lo . 


O Q /I 

. 2 y 4 


- y . 


0 c ^ 

y b b 


1 


. 0 y 1 


1 . 


A A 


A *? 
ft / 


fi fi 

. b b 


ATOM 


2 152 


p 


ASP 


321 


1 O 

18 , 


.33/ 


T A 
- 1 U . 


£r T cr 

b /b 


U 


Q 0 "3 

. 0 y 3 


1 . 


A A 


C A 

b4 


A 0 
. ft z 


TV Tt^im 

ATOM 


2153 


N 


ceo 


o o o 


1 / . 


o o r> 
. 222 


- y . 


Q A A 
. 04 U 


2 


. b 0 1 


1 . 


n n 


0 
.J 


A Q 

. ft l7 


ATOM 


2154 


CA 


SER 


322 


l3 . 


OTA 


T A 


A OA 

. 4 y4 


2 


•a "3 "7 
.33/ 


X . 


n n 
uu 


0 
3 


A Q 
. fx I7 


ATOM 


2155 


CB 


SER 


322 


15 . 


o ^ yi 
. 2o4 


T A 

-10. 


Q 0 0 

. y22 


3 


. bX2 


X . 


n n 
uu 




n n 
• u u 


ATOM 


2156 


OG 


SER 


o o o 
322 


lb . 


. 1 70 


- y . 


Q 0 f 

. o3o 


4 


con 
. b2 u 


1 . 


n n 
uu 


1 "3 
1.3 


n n 
. u u 


ATOM 


2157 


C 


SER 


322 


15 . 


A Q /I 

. uy4 


- y . 


C A A 

b u u 


1 


C Q Q 

. b 0 y 


1 . 


n n 
u u 


0 


A Q 

. ft 17 


ATOM 


2158 


O 


SER 


322 


lb . 


Q Q /I 

. 3 y 4 


Q 
- 0 . 


^3 T C 

.3 1b 


1 


COP 
. 3 z 0 


1 . 


A A 

u u 


1 *3 
X J 


n n 


ATOM 


2159 


N 


GLU 


TOO 

3 23 


13 


Q T Q 

. y /o 


- y . 


0 Q '3 

. yo3 


1 
1 


A 0 A 

. u / u 


1 . 


A A 

u u 


0 
Z 


n n 


ATOM 


2160 


CA 


GLU 


TOO 

3 23 


13 . 


A cr 1 

. Ub 1 


- y . 


1 A C 

.14 b 


A 
U 


■3 "3 1 
.331 


X . 


n n 
u u 


z 


n n 
. u u 


ATOM 


2161 


CB 


GLU 


32 3 


12 


. lb o 


T A 

- 1 u . 


A A T 


A 


, Ob f 


1 . 


n n 
u u 


9 "3 
Z J 


p fi 

- 0 D 


TV rn^\M 

ATOM 


2162 


CG 


GLU 


o o o 
323 


1 1 


Q "3 a 
. o3 o 


0 

- y . 


"3 cr /r 
. 3 bb 


— 1 


. 0 0 b 


1 . 


n n 

. uu 


0 "3 
Z^ 


ft fi 
.00 


ATOM 


2163 


CD 


GLU 


323 


12 


f f o 

. boo 


- y . 


Q A 0 

. y 02 


-3 


A "3 zr 
. 03 0 


1 . 


n n 

, uu 


0*3 
23 


.00 


ATOM 


2164 


OEl 


GLU 


^ o o 
323 


12 


1 o c 


- 10 . 


O Q A 

. o34 


-3 


•TT "3 
. / 13 


1 . 


n A 

. uu 


Z J» 


fi fi 
.00 


ATOM 


2165 


OB2 


GLU 


•3 O '3 

323 


13 


TOT 

.Vol 


- y . 


1 0 f 

. 3 y 0 


- 3 


0 DA 

. 2 o4 


1 . 


n n 

. uu 


0 "3 
2 3 


fi fi 
.00 


ATOM 


2166 


C 


GLU 


323 


12 


. 194 


Q 
- 0 . 


"3 A 
.3 0b 


1 


0 "7 

. 2 / b 


1 . 


A A 

. UU 


0 
Z 


n n 
. u u 


ATOM 


2167 


o 


GLU 


323 


1 1 


.431 


- 7 . 


.448 


0 


0 "3 "7 

. o3 / 


1 . 


A A 

. u u 


0 0 
23 


p <c 
. 0 b 


ATOM 


2168 


N 


HIS 


324 


12 


.2 83 


- 8 . 


coo 

. by 0 


2 


C T A 

. b/O 


1 . 


A A 

. U U 


T O 
1 / 


Q c 

, yb 


ATOM 


2169 


CA 


HIS 


324 


11 


.560 


-7, 


.852 


3 


. 605 


1. 


.00 


17 


.95 


ATOM 


2170 


CB 


HIS 


324 


11 


.312 


-8, 


.750 


4 


.834 


1. 


.00 


5 


.49 


ATOM 


2171 


CG 


HIS 


324 


10 


.841 


-8, 


,010 


6 


.060 


1. 


.00 


5 


.49 


ATOM 


2172 


CD2 


HIS 


324 


9 


.611 


-7, 


.862 


6 


.596 


1. 


.00 


5 


.49 


ATOM 


2173 


NDl 


HIS 


324 


11 


.713 


-7 


.370 


6 


. 917 


1. 


.00 


5 


.49 


ATOM 


2174 


CEl 


HIS 


324 


11 


. 036 


-6, 


.861 


7 


. 928 


1. 


.00 


5 


.49 


ATOM 


2175 


NE2 


HIS 


324 


9 


, 759 


-7 , 


.144 


7 


. 763 


1 . 


. 00 


5 


.49 


ATOM 


2176 


C 


HIS 


324 


12 


.466 


-6 


.686 


3 


. 969 


1 . 


. 00 


17 


.95 


ATOM 


2177 


O 


HIS 


324 


12 


. 003 


-5 


.582 


4 


.224 


1 , 


. 00 


5 


.49 


ATOM 


2178 


N 


ASN 


325 


13 


.767 


-6 


.953 


3 


.993 


1, 


.00 


2 


.00 


ATOM 


2179 


CA 


ASN 


325 


14 


.774 


-5 


.943 


4 


.293 


1, 


.00 


2 


.00 


ATOM 


2180 


CB 


ASN 


325 


16 


.103 


-6 


.609 


4 


.656 


1, 


.00 


16 


.84 



132/150 



10/501002 



FIG. 3LL 



TV "POM 


^ ± O X 






J z o 


1 

X 0 


. 090 


_ 7 


. 208 




. 039 


\ , 


00 


16 


. 84 


ATOM 


^ X o ^ 






9 c; 
J z ^ 


X 3 


• V J Z 


_ 7 




0 


, 645 


1 , 


00 


16 


. 84 


A TOM 


Z X O ^ 




AoIM 


0 Z 3 


X / 


9 fi7 
• z 0 J 


_ 7 


R 1 7 




. Q ^ 0 




00 


16 


. 84 


a T"OM 

J. KJiyi 


Z X O ri 




ZL Q"KT 


9 
0 Z 3 


X ft 


QP4. 


- 5 


. 004 


3 


.122 




00 


2 


. 00 




Z X O D 


o 


Q"M 


9 
J z o 


X 0 


. 0 *± 3 


_ -3 


Qft 9 

• .7 0 Z 


3 


. 24 6 


\ ^ 


00 


16 


. 84 


Ai. urn 


Z X O O 


M 


J_i X O 


^ z 0 


X *± 


• *x 0 0 




> 0 0 0 




. 964 


1 , 


00 


23 


. 08 


ATOM 


Z X O / 


V.«A 


T.VQ 
1j X O 


•3 9 
J z 0 


Xrk 


*^fi9 

• 3 0 Z 


-4. 


> 3 3Z 


0 
\j 


7Q1 

. / 27 X 


3_ ^ 


00 


23 


. 08 


ATOM 


^ X O O 


on 


T VQ 

Xi X O 


J z 0 


1 ^ 
Xrt 


■ 0^ ^ 




4 


- 0 


. 475 


3_ ^ 


00 


28 


. 36 


JVTOM 


Z Xo ^ 


oo 


T VC 
1j X O 


J z 0 


X 3 


• Z7 X / 




94 0 

• Z *x W 


- 0 




1 

X • 


00 


28 


. 36 


ATOM 


^ X 7 u 


ori 


T VC 
1j X O 


T 9 <^ 
0 Z 0 


X D 


. j7 D U 


D 


Q Q7 

. J7 j7 / 


_ 1 

X 


. 888 


3^ ^ 


00 


28 


. 3 6 


ATOM 


Z X J7 X 




T ."VC; 
1j X o 


J Z D 


X / 


HP R 
. u 0 ^ 


- ft 


. 035 


_ 1 


. 946 


1 ^ 


00 


28 


. 36 


ATOM 




"NT "7 


T "VQ 
Xi X o 


J z 0 


1 P 
X 0 




f 


4 4 Q 
. *± *i 17 


_ 9 
z 


017 

. U X / 


1 . 


00 


2 8 


. 3 6 


ATOM 


Z X ^ O 


o 


T VQ 

1j X O 


J z 0 


1 "3 
X 0 


• JO/ 


-3 


.6 08 


0 


.766 


1 ^ 


00 


23 


. 08 


A TOM 


Z X i7 *± 


o 


T VQ 
Xi X o 


9 

J z 0 


X J 


« 3 J X 


_ 9 
z 


.4 26 


n 


4 fiR 
.103 


3_ ^ 


0 0 


2 8 


. 3 6 


A TOM 


Z X ^ D 


IN 


T I?TT 


"5 9 "7 


1 9 
X z 


• zz w 


- 4 
** 


1 07 

. X W / 


]_ 


1 RO 

■ X 3 V 


3_ ^ 


00 


2 


. 00 


A TOM 


4S X7 O 


02i 
V^A 


T.CTT 


9 T 
OZ / 


X X 


09 fi 
. uz 0 


_ O 

-.9 


977 


1 

X 


1 fiR 
. X 03 




00 


2 


. 00 


A TOM 


^ X 17 f 


0"n 


T.T?TT 
XiCiU 


9 "7 
OZ / 


Q 
-7 


779 
■ / / z 


-4. 


■ X X 7 


-1 
X 


. .3 0 3 


\ _ 


00 


s 


. 67 


a TOM 


O 1 Q Q 
Z X^O 


oo 


T 1?TT 
IjCiU 


1 9 T 
^ Z / 


Q 


• Z X 




4 09 
. ^ uz 


•% 

X 


4 Q1 
. ft 27 X 


X • 


00 


p 
0 


fi7 




z X y y 


0"0T 


T "CTT 


"5 9 "T 
J Z / 


Q 
0 


0 Q <^ 

. U I7 D 


~ z 


Q 


n 


1 Qf^ 
« X 27 0 


1 

X • 


00 


p 
0 


. 67 


A TOM 


z z u u 


on 9 




9 "7 
J Z / 




• J X J7 


- 4 


.3 79 


1 


.83 6 


1 . 


00 


3 


. 67 


A J- Ufl 


z z U X 


o 


T TTTT 


9 T 
J Z / 


1 1 

X X 


. xo u 


z 


9 9 Q 
. Z Z 7 


z 


94 Q 
. Z *± 27 


X < 


0 0 


2 


0 0 

. VJ VJ 


ATOM 


Q o n 9 
z Z uz 


o 


T TTTT 


9 T 
^ Z / 


1 n 

X \J 




X 


04 7 


1 

X 


• 27 27 J 


3_ ^ 


00 


3 


. 67 


ATOM 


o o n o 

ZZ U J 




T VG 
IjX O 


1 9 Q 
^ZO 


X X 


. 0 7 


z 


. 030 


•3 


4*^9 


X • 


0 0 


9 
z 


R7 
. 3 f 


A TOM 


ZZ Ufl 


oa 

^A 


T .VQ 


9 fl 

J z 0 


X X 


• 0 J ^ 


X 


• toy 




R70 

• 3 f V/ 


X < 


00 


2 


C7 
. 3 / 


ATOM 


o 9 n 

ZZ UD 


on 


T VO 

XlX O 


ozo 


X X 


Q4 C 


z 


« 3XU 


3 


P R9 

. 0 3Z 


X ■ 


00 


Q 

27 


1 0 

• X u 


ATOM 


o o n c 
z z U o 


oo 


T VC 
J-i X O 


9 P 
^ z 0 


X yj 


. /OX 


_ 0 

J 


9 "3 P 
. Z J 0 


0 


441 
. *z ft X 


X • 


00 


Q 

27 


1 0 
. XV^ 


ATOM 


o n n T 
z z u / 


on 


T VQ 
J_i X O 


'5 9 P 

^ z 0 


Q 


PP 
.000 


_ 9 
z 


9 7""3 
. Z / J 


0 


P Q4 

. 0 27 ft 


1 

X ■ 


00 


q 

27 


1 0 

. X 


A TOM 


Q 9 n p 
z z vj o 


0"C 


T VQ 
Xj X O 


1 9 P 

J z 0 


Q 
0 


4. c: Q 

. ft D J7 


_ o 


0 0 Q 
. U U 7 


n 

1 


"3 Q 1 
« J 27 X 


X • 


on 

. VJ VJ 


Q 
27 


1 0 


ATOM 


o n n Q 
Z Z U Z7 


"NT 7 


T VQ 
Xj X o 


"5 9 P 
J z 0 


1 


4 "3 1 
. *i 0 X 


z 


1 9 Q 

. X Z 7 


p 
0 


01 1 

. VJ X X 


\ 


00 


9 


. 1 0 


A TOM 


z z X u 


o 


T VC 


9 P 
J ^ 0 


1 9 
X Z 


7 n "3 




^ p n 
. 0 0 u 


A 
ft 


■394 

. ..3 Z ft 


X . 


n n 

> VJ VJ 


9 
z 


R7 
. 3 / 


A TOM 
Al KJv'l 


Z Z X X 


o 


T.VQ 
Xj X O 


9 P 

^ z 0 


1 9 

xz 


c;p c; 




441 


rt 


P09 
. 0 uz 


X < 


00 


Q 

27 


1 0 

* X VJ 


A TOM 


^ Z X z 


JN 


&T.A 
AJjA 


"5 9 0 
Jz^ 


X.3 


7T 
. / XO 


X 


090 
. UZ 7 




^4. 1 
. 3ft X 


X ■ 


00 


X .3 


• 30 


A TOM 


Z Z X J 


oa 

^A 


AJ_iA 


"5 9 0 

^ Z 17 


Xtk 






117 
• XX / 


i3 


9*3 0 

. z 0 u 


X < 


00 


X J 


• 3 0 


2\ TOM 


Z Z X'x 


0"R 


AXiA 


T 9 Q 

Z J7 


X 3 


Q7 n 




.003 


9 
z 


. 3 27 0 


1 

X < 


00 


X 0 


1 ft 
• X 0 


A TOM 
Al Ui^ 


z Z X ^ 


o 


AJ-iA 


J Z 7 


X *4 


"3 "3 7 


u 


Q Q 7 

. 27 J7 / 


0 
z 


"3 17 
. J X / 


T 

X . 


n n 

. VJ u 


1 "3 

X J 


RP 

.30 


A TOM 
Ai Ui^l 


z z X o 


o 


ATA 
AJ-iA 


"3 9 0 
^ Z 7 


1 A 
X ri 


P Q Q 
. 0 y 


0 
z 


n 7 Q 


z 


7 4 1 
. J ft X 


T 

X . 


n n 

. U VJ 


1 

X D 


1 p 

. X 0 


A TOM 
Al 


Z Z X / 


TvT 
JN 


CTD 


■3 "3 n 


X .3 


"3 "3 n 
. J J u 


V 


7 9 

. / z 0 


X 


4 Q 1 
. ft 27 X 


X . 


n n 

. VJ \J 


1 1 
X X 


OQ 

. VJ 27 


A TOM 
A J. KJrl 


9 9 1 P 
Z Z X O 


oa 


o ill rc 


"3 7 n 

J J u 


1 9 
X z 


7 p c; 




7*3 7 




^ Q "3 

. 3 27 J 


3_ 


00 


11 


09 


A TOM 


z Z X y 


on 


C"I70 


Q "J n 
J J u 


1 9 

X z 


n p 1 

. U 0 X 


X 


inn 
. X u u 




. D X X 


X . 


n n 

. VJ \J 


X X 


7 9 
. / z 


Al \JM. 


o o o r\ 
zzz U 


oo 
Oo 




"a "J n 
^ J U 


X U 


7 1^4 




7 n c 
. / uo 




9 Q 9 
. Z 27Z 


1 

X . 


00 


1 1 

X X 


7 9 
■ / z 


ATOM 


o O O T 
zzz X 


o 

V- 


OEiK 


1 ^ n 

J J V 


X X 


• OUO 


Z 


. DoX 


X 


4 04 


X . 


00 


1 1 

X X 


OQ 
• U27 


ATOM 


9 O "5 "5 
Z^Z^ 


o 




1 "J n 


X X 


^"7 




74. 


X 


. U 27 J 


X I 


00 


X X 


79 
• / z 


ATOM 
Al \Jn 


*5 O n "5 
z Z Z J 


JN 


OT M 


0 J X 


1 1 
X X 


9^^ 
. ZOO 


X 


QPC 


9 
z 


4 ^;i 

. ft 0 X 


X • 


00 


9 
z 


00 

. VJ VJ 


ATOM 


O O O A 
Z Z ^ 


OA 
UA 


OT "NT 


0 ^ X 


X u 


"3 "7 "3 


Z 


. D / 27 


.3 


'3 ^3 R 
. J J 3 


X . 


n n 

• VJ VJ 


9 
z 


0 0 

. VJ VJ 


ATOM 
A 1 


9 O O c: 
Z Z ZO 


on 


OT "NT 


J J X 


Q 

i7 


c;t 7 
. OX / 


X 


^ ^4. 
. 0 Ori 




1 "3 1 
. X 0 X 


X • 


00 

. VJ VJ 


D 


1 "3 


ATOM 


2226 


CG 


GLN 


3 31 


Q 

0 


. 571 


0 


Q zz c 




0 Q "3 

. z y J 


-1 

X . 


. UU 


0 


T "3 
. X 3 


ATOM 


2227 


CD 


GLN 


331 


7 


.766 


-0 


.121 


4 


.097 


1 . 


.00 


6 


.13 


ATOM 


2228 


OEl 


GLN 


331 


8 


.024 


-0 


.337 


5 


.265 


1. 


.00 


6 


.13 


ATOM 


2229 


NE2 


GLN 


331 


6 


.795 


-0 


.740 


3 


.463 


1, 


.00 


6 


.13 


ATOM 


2230 


C 


GLN 


331 


11 


.058 


3 


.617 


4 


.298 


1, 


.00 


2 


.00 


ATOM 


2231 


0 


GLN 


331 


10 


.513 


4 


.639 


4 


,717 


1, 


.00 


6 


.13 


ATOM 


2232 


N 


ALA 


332 


12 


.277 


3 


.235 


4 


.660 


1, 


.00 


5 


.63 


ATOM 


2233 


CA 


ALA 


332 


13 


. 102 


3 


.992 


5 


.583 


1 . 


. 00 


5 


,63 


ATOM 


2234 


CB 


ALA 


332 


14 


. 277 


3 


.151 


6 


. 043 


1 , 


. 00 


19 


. 90 


ATOM 


2235 


C 


ALA 


332 


13 


. 603 


5 


.241 


4 


.909 


1 . 


. 00 


5 


.63 


ATOM 


2236 


0 


ALA 


332 


13 


.528 


6 


.333 


5 


.459 


1, 


.00 


19 


.90 


ATOM 


2237 


N 


ARG 


333 


14 


.053 


5 


.080 


3 


.676 


1 


.00 


2 


.00 


ATOM 


2238 


CA 


ARG 


333 


14 


.575 


6 


.186 


2 


.902 


1 


.00 


2 


.00 



133/150 



i@/501002 



FIG. 3MM 



ATOM 


2239 


CB 


ARG 


333 


15 , 


351 


5 . 


665 


1 


. 703 


1 , 


00 


16 


. 50 


ATOM 


224 0 


CG 


ARG 


333 


16 . 


331 


6 . 


648 


1 


. 131 


1 . 


00 


16 


. 50 


ATOM 


^ ^ 1 X 


on 


ARG 


33 3 


16 . 


800 


6 . 


190 


- 0 


. 246 


1 . 


00 


16 


. 50 




9 94 9 


IN £j 


ARO 


J J 


17 , 


762 


5 , 


090 


- 0 


.231 


1 . 


00 


16 


. 50 




9 94. 




ARG 


3 3 3 


17 , 


581 


3 . 


920 


- 0 


. 842 


1 . 


00 


16 


. 50 




9 94, 4. 

^ ^ rt 


iNnx 


ARO 


^ J J 


16 . 


452 


3 , 


680 


_ 1 


. 502 


1 , 


00 


16 


.50 


a TOM 


9 94. R 


NH2 


ARG 


333 


18 . 


, 572 


3 . 


028 


-0 


. 877 


1 . 


00 


16 


. 50 


a TOM 


9 94. 

<6 4Ci 'x O 


o 




^ J J 


X o < 


442 


7 , 


095 


2 


.461 


1 . 


00 


2 


. 00 


ATOM 


9 94 T 


o 




^ J J 


X J < 


655 


8 . 


281 


2 


.266 


1 . 


00 


16 


. 50 


ATOM 


9 94 P 
^ ^ rx O 


M 
i\i 


AQR 


J J *± 


12 


22 9 


6 . 


561 


2 


.349 


1 . 


00 


2 


. 00 


ATOM 


9 94 Q 


OA 


A QP 


7*^ 4 
J J *± 


11 . 


095 


7 ^ 


3 77 


1 


. 953 


1 , 


00 


2 


. 00 


ATOM 


9 9 n 
^ ^ o u 




A QP 


..3 .3 1 


9 


887 


6 , 


522 


1 


.588 


1 . 


00 


11 


. 10 


ATOM 


■ 9 9 c; 1 

^ ^ D X 


OO ^ 


A QP 




a 

o < 


753 


7 


,341 


0 


.973 


1 , 


00 


11 


. 10 


ATOM 


9 9 9 


om 


A QP 


"5 4 

J J I 


o 

o < 


Q4. n 


7 


.907 


- 0 


, 137 


1 , 


00 


11 


, 10 


ATOM 


9 9 


on 9 


AQD 

AO IT 


O J ^ 


/ « 


> o / u 


7 


■ *X XZ 


1 


. 594 


1 . 


00 


11 


, 10 


ATOM 


9 9 CL4 
^ ^ Sri 




AQD 

AO IT 




X \J < 


712 


a 


> 286 


3 


. 110 


1 ^ 


00 


2 


. 00 


ATOM 


9 9 


\J 


AQD 

AO XT 


^ J ri 


X \J < 


I J V/ 7 


Q 

7 1 


1 ^ z 


2 


. 904 


1 ^ 


00 


11 


. 10 


ATOM 

AX ^jjyi 


9 9 

^ ^ D O 


IN 


T "PTT 


J ^ 3 


X \J < 




7 


756 


4 


. 325 




00 


2 


. 00 




9 9 "7 


OA 
CA 


T 'R'TT 
XjCjU 


"5 R 
J O 3 


1 O 

X \J . 


. *± O D 


o 

o • 


4 Ql 


c 


R7fi 

. J J o 




00 


2 


. 00 


ATOM 


9 9 c: Q 
Z Z D O 




T fTTT 


J o 


X V . 


4 R 

, f± O D 


7 


^9 
. Zi? z o 


5 


. 717 


1 ^ 


0 0 


2 


. 0 0 


ATOM 


9 9 R Q 

Z Z O 17 


on 


T R'TT 
XjCjU 


O J 3 


1 n 

X \J < 


n Q4 


7 


. 963 


5 


. 118 


1 ^ 


0 0 


2 


. 00 


ATOM 


9 9 fk 
Z ^ O U 


om 


XjCiU 


•3 T C 

J J 3 


Q 

O • 


• OO u 


Q 

O 1 


> ^ J o 


Q 
O 


1 R1 

.XJX 




00 


2 


. 00 


ATOM 


9 9 1 
Z Z O X 


01^9 


T."PTT 


J 3 


X u • 


• Z 7 3 


c 

O 1 


. 800 


9 


, 052 


1 , 


00 


2 


. 00 


ATOM 


9 9 9 
Z Z O Z 




XjAU 


.3 .3 3 


X X • 


■ 3^3 




. 561 


5 


.700 


1 , 


00 


2 


. 00 


ATOM 


9 9 C5 
Z Z D ^ 




T.TTTT 
XjHiU 




X X • 


9"^ Q 

> Z J 7 


1 n 

X V./ 1 


> / X7 


c 


Q71 

• 7 J X 




00 


2 


. 00 


ATOM 


9 9 ^^4 
Z Z O fx 


i\ 


T T7TT 


J D 


12 


. 814 


9 


. X O X 




, 511 




00 


2 


. 14 


ATOM 


9 9 

Z Z O D 


OA 
v^A 


XjCiU 


O O O 


1 

XJ . 


Q9 R 

. I7Z 3 


X \f • 


.111 


5 


. 611 




00 


2 


, 14 


ATOM 


9 9 ^ <^ 
Z Z O O 


OT3 


T RIT 




X 3 . 


9 t^n 

> Z 3 U 


Q 


Q9 
• J 7 z 


5 


3 3 5 




0 0 


3 


. 04 


ATOM 
M X KJVl 


9 9 

Z Z O / 


OO 


T RTT 


J J D 


1 

X o . 


1 1 
. X X o 


8 


862 


5 


4 72 


1 ^ 


00 


g 


. 04 


ATOM 


9 9 <^ P 
Z Z O O 


OFjI 
k_iJ X 


T t?lT 


J J D 


1 n 

X / . 


1 4. 7 
• X*± / 


7 


RRQ 

• O O 7 




Q4 1 

. 7 1 X 




00 


s 


. 04 


ATOM 


9 9^^ Q 
Z Z O 7 


on9 
^x^z 


T.PTT 


■3 .3 O 


X Q . 


. 786 


10 


. 022 


7 


. 172 


1 . 


00 


s 


. 04 


ATOM 








J J o 


X J < 




1 1 

X X 1 


9 RO 

• Z O V 


4 


. O ^ J 


1 . 


00 


2 


. 14 


ATOM 


99*71 
Z Z / X 








1 4. 
Xrr . 


• U 7 O 


T 9 

XZ 1 


4 9*^ 

• ^ Z J 


4 


• 7 O O 




00 


5 


. 04 


ATOM 


99*79 


IN 


QT?R 




XJ . 




X < 


• 7 7 J 


•a 


.419 


3^ ^ 


00 


2 


. 00 


ATOM 




OA 
v^A 






1 

X J 


. U 7 o 


12 


.009 


2 


.3 86 




00 


2 


. 00 


ATOM 


9 9 '74 


OR 


QT?R 




1 9 
X z 


.78 8 


11 


.3 67 


2^ 


024 




00 


2 


. 98 


ATOM 


9 9 "7 R 


OO 


QRR 


'kin 


1 1 

X X 


1^4 


X 


. O 7 J 




. 022 


1 . 


00 


2 


. 9 8 


ATOM 


9 9 T 
Z Z / O 




QPR 


^ o / 


1 9 
X z 


. 022 


X J 


024 


2 


. 722 


1 ^ 


00 


2 


. 0 0 


ATOM 
AX V-'lM 


O O T "7 

Z Z / / 


KJ 


QPP 


*5 "5 T 


X X 


QQQ 

. Z7 Z7 Z7 


14 


. 103 


2 


.151 


1 ^ 


00 


2 


. 98 


ATOM 


9 9^0 
Z Z / O 


IVT 


T.VQ 
Xj X o 


•5 *5 fl 
J J O 


1 1 

X X 


1 1 fl 
> X X V 


1 9 
X z 


^ RR 

• O i3 O 




• O X o 




00 


3 


. 3 0 


ATOM 


O 9 T Q 
ZZ / 7 


OA 
L.A 


T VQ 
XjX O 




X u 


• U J X 


X J 


• 3 J 7 


4 


a \J J \J 




00 


3 


.30 


ATOM 


9 9 Q ri 


OR 


T VQ 
IjX O 


"5 fi 
.3 J o 


Q 

o 


• / 7 o 


1 9 
X z 


• /JO 


4 


47R 

• ^ J o 




00 


10 


. 86 


AXUIYl 


O O Q T 

Z Z o X 


OO 


T VC 
Xjx o 


7 "3 Q 


Q 

o 


. J fx U 


X X 


. O J X 




4 R4 


X 1 


on 


1 0 

X SJ 


R^ 
. o o 


ATOM 

AX UN 


O O Q O 

Z Z o Z 




T VC 

XjX o 


"3 T Q 
J J O 


/ 


4 "7 "3 


1 9 
X z 


14 9 
. X 1 Z 


z 


7 4 Q 
. J r± 7 


X • 


fin 


1 n 

X VJ 


. 8 6 


A T/^M 

AX 


O O Q "5 

Z Z o ^ 




T VC 
1j X o 


1 "3 Q 
J ^ O 


O 


. 17 J O 


X \J 


.770 


1 

X 


R94. 
• J Z *x 


1 


00 


10 


8 6 


A Tr\M 
AX Url 


9 O Q /I 
Z Z O 




T VC 
Xj X o 


O O c3 


o 


n 9 

. U3Z 


X KJ 


1 97 
. X Z J 


z 


7 74 
. J J •» 


3_ 


00 


10 


, 8 6 


A T/^M 


O O Q C 
ZZ OD 


V- 


T VO 


•5 "a Q 
J J O 


i. u 


4 Q fl 


Xfk 


7 79 
. J / Z 




9 9 
• Z Z J 


X . 


no 


-a 
J 


7 o 


ATOM 


2286 


O 


LYS 


338 


10 


.169 


15 


.553 


5 


.329 


1 . 


.00 


10 


.86 


ATOM 


2287 


N 


MET 


339 


11 


.242 


13 


.752 


6 


.123 


1. 


.00 


2 


.00 


ATOM 


2288 


CA 


MET 


339 


11 


.725 


14 


.425 


7 


.316 


1. 


.00 


2 


.00 


ATOM 


2289 


CB 


MET 


339 


12 


.139 


13 


.396 


8 


.375 


1. 


.00 


2 


.00 


ATOM 


2290 


CG 


MET 


339 


10 


. 999 


12 


.536 


8 


.901 


1, 


.00 


2 


.00 


ATOM 


2291 


SD 


MET 


339 


11 


. 504 


11 


.362 


10 


.161 


1 , 


. 00 


2 


. 00 


ATOM 


2292 


CE 


MET 


339 


10 


. 004 


11 


.147 


10 


.942 


1 . 


.00 


2 


.00 


ATOM 


2293 


C 


MET 


339 


12 


. 868 


15 


.396 


7 


.064 


1 , 


.00 


2 


.00 


ATOM 


2294 


0 


MET 


339 


12 


. 906 


16 


.483 


7 


.638 


1, 


.00 


2 


.00 


ATOM 


2295 


N 


LEU 


340 


13 


.806 


15 


.012 


6 


.213 


1. 


.00 


2 


.00 


ATOM 


2296 


CA 


LEU 


340 


14 


.915 


15 


.894 


5 


.930 


1, 


.00 


2 


.00 


ATOM 


2297 


CB 


LEU 


340 


16 


.172 


15 


.110 


5 


.603 


1 


.00 


7 


.41 



134/150 



FIG. 3NN 



ATOM 


O O Q Q 


Co 


T CTT 


3 ^ U 


xo . 


T P Q 

/ 0 y 


1 A 
Xfx * 




0 < 


I 27 X 3 


T 


nn 


7 


. 41 




O O Q Q 

4i ^ y y 




J-liliU 


O fi U 


X 0 . 


u 0 3 


T 1 


Q ^A 




> 0 0 7 




. 00 


7 


,41 


TV T'r^VT 


o "3 r\ n 

4^ J U U 






J ft u 


X / . 


m 1 

U X 0 


1 R 
X 3 . 


R 1 Q 

0 0 17 


7 


R1 7 

> 0 0 / 




0 0 


7 


. 4 1 


Ai UM 


O "3 T 

z J U X 


V- 


T "CTT 


1 /I ft 
3 ft U 


T A. 
X4 . 


b U U 


-Lb. 


Q 1 Q 

Z7 J. ^ 


A 

*± . 


> 0 0 / 


n 

X 


n n 


2 




Ai vjjyi 


o T n o 
^ J U Z 


r\ 

\J 


T ITTT 


1 A n 

J fi U 


X D . 


1 m 


1 7 


\J Zj J- 


1 


.00^ 




no 


7 


. 4 1 


AiL/JVl 


o o n "3 


JM 


T 

V AXj 


3 fi X 


Xo • 


DO 3 


1 "7 
X / . 


000 


0 < 


■ X X J. 




00 


12 


. 82 


ATOM 


O ft >l 


CA 


VAiJ 


3^ X 


1 1 
X3 . 


n fl n 
u 0 u 


X 0 • 


/ ^ X 


A 

ft < 


I ^ ^ 0 


X 


nn 


1 0 
x^ 


82 
. 0^ 


ATOM 


O O ft c 




vAJj 


"SAT 
34 X 


X X . 


D 1 *± 


X 0 . 


3 / 0 


1 

0 • 


> 70 0 


X 


nn 


Q 
-7 


. Q X 


AiUM 


O "3 ft C 


CVjX 


X77VT 

V AXi 


3fl X 


XX. 


u 0 7 


T Q 




1 

0 < 


> X V/ u 


X 


no 




. 51 


Ai UM 


O T ft T 
^ J 0 / 


L-Cj2 


VAXi 


34 X 


X X . 


0 Q A 
^ ft 


1 '7 
X / . 


3 0 


1 

0 . 


inn 

> 0 U L/ 


X 


n n 


Q 


. 3 X 


ATOM 


O O ft o 




\7A T 

VAXj 


1/11 
3ft X 


1 ""3 
X 3 . 


1 Q 1 
3 b J 




ft ^ 1 

u b J 


A 

fx . 


Q1 A 


1 

X 


n n 


1 9 
X ^ 


P 0 
. 0 ^ 


ATOM 


23 0 9 




T7 A T 
VALi 


34 X 


1 1 
X 3 . 


ft T Q 




0 1 Q 


0 . 


HQI 


X 


n n 


q 

-7 


^^1 
• ^ X 


ATOM 


o 01 ft 


JM 


T T 


1 /I O 

3fl2 


T /I 
X 4 . 


ft n ft 

. u u u 


'5 ft 


y i7b 


A 

ft . 


1 QH 
. X 7 U 


X 


nn 


4 


0 1 

. ^ X 


ATOM 




OA 

C-A 


T T C 


1 /I o 
342 


T /I 
X4 . 


1 C A 
. 3 b 4 


z z . 


OOP 


A 

4 . 


TAP 
. / ft 0 


X 


nn 


A 


0 1 

. ^ X 


ATOM 




CB 


111 Ci 


1 yi o 
34 2 


XD . 


A £ 0 
. 4 02 


. 


Q Q A 

y 04 


1 

0 1 


. 17 u u 


X 


nn 

m \J\J 


c 

0 


1 1 
.ox 


ATOM 


2313 


CG2 


TT TT> 


•3 >I O 

342 


1 c 
Xs . 


T Q 0 

, /yy 


0 A 
24 . 


1 £ ft 
3 OU 


4 1 


A 0 
. 4 biK 


1 
X 


n n 


c 

0 


1 T 
• OX 


ATOM 


2314 


CGI 


TT C 
XXiEj 


•3 >l 

34 2 


Xo . 


, / X y 


22 . 


1 ft Q 

XUo 


•3 

3 , 


Qft ft 

> yuu 


X 


n n 


0 


1 1 
.ox 


ATOM 


2315 


GDI 


lliE 


"3 >l 

342 


X / , 


D A 0 

1 o43 


22 . 


b bb 


3 , 


ft C7 

. ub / 


X 


n n 


c 

0 


1 1 
• OX 


ATOM 


2316 


C 


ILE 


"3 /I O 

342 


T "3 
13 . 


TOO 

. Xo2 


2 3 . 


0 OA 
2 24 


4 . 


Q 7 tr 

. y / b 


X 


ft ft 


A 

4 


0 1 
. Z X 


ATOM 


2317 


o 


T T 


o ^ o 
34 2 


T "3 

X 3 . 


TIT 

. XX / 


0 1 
2 3 . 


fi 0 1 
0 o3 


b . 


ft 1 c 
. u X b 


1 
X 


ft n 
. u u 


0 


1 1 
.ox 


ATOM 


2318 


N 


ASP 


1 A 'i 

3 4 3 


X2 . 


0 1 c 
.23b 


o 1 
2 3 . 


0 c cr 

2 bb 


4 . 


ft A T 
. U4 X 


X 


n n 


0 


n n 

. U VJ 


ATOM 


2319 


CA 


ASP 


34 3 


XX . 


ft ^ c 


0 A 
24 . 


T ft Q 

XUo 


4 . 


1 Q 1 

. X y X 


X 


ft n 


0 


n n 
. u u 


ATOM 


2320 


CB 


ASP 


"3/11 

34 3 


"1 ft 

xu . 


A OA 

. 4 y 4 


*3 A 

24 . 


C ft "1 

. bux 


0 

Z , 


p 0 1 

. OZo 


X 


n n 


0 1 
^ X 


"7 A 
. / ft 


ATOM 


2321 


CC3 


ASP 


"3 >1 1 

343 




0 C Q 

. 2bo 


2b . 


Al A 

.4X4 


0 


QO C 

. y ^ b 


X 


nn 


0 1 

Z X 


• / ft 


ATOM 


2322 


ODl 


ASP 


"3 /I O 

343 


Q 

y . 


Til 

, XX3 


2 b . 


. Xo3 


•a 
3 


. yx3 


■1 
X 


n n 
. u u 


0 1 

Z X 


• 7 ft 


ATOM 


2 32 3 


0D2 


ASP 


O >1 "3 

3 4 3 


Q 


A 0 1 
. 42 X 


2 b . 


ICC 
, 3 b b 


X . 


Q QP 

. yyo 


X 


nn 
• uu 


01 

Z X 


• / ft 


ATOM 


23 24 


C 


ASP 


"3 /I "3 

3 4 3 


T ft 

X u . 


ft ft 0 

, uu y 


2 3 . 


"3 Q ft 

, 3 y u 




. uzb 


X 


nn 
• u u 


0 


nn 
. u u 


ATOM 


23 2 5 


O 


A O t3 


O y1 "3 

343 




C3 0 

. 03 2 


2 ^ . 


1 0 Q 

. J ZiS 


4 


C A 

. b b4 


X 


n n 
. u u 


0 1 

^ X 


•7 A 
. /ft 


ATOM 


o o o ^ 
2 3 2 o 


XT 




3 4 4 


y . 


, b b X 


O 1 


Q A Q 

. y 4 


b 


1 Q1 
. X ^ -L 


1 
X 


n n 


1 0 

X ^ 


. D X 


ATOM 


O "3 O "7 

Z 3 Z / 


CD 




"3/1/1 

3 4 4 


T ft 

X u . 


. 0 X 


Z D . 


TCI 
. X b X 


b 


■ / D X 


T 
X 


n n 


1 c 
X 0 


1 n 
. 0 / 


ATOM 


o "a o Q 
2 3 2 o 


CA 




"3/1/1 

344 


Q 
0 . 


. bb U 


0 1 
23 . 


A ft n 

. 4 U 0 


/ 


ion 


X 


n n 
. u u 


1 0 
x^ 


. 3 X 


ATOM 


O O O Q 

232? 


Co 


FKO 


/I /I 
344 


Q 

0 . 


d 1 
.033 


0 A 
24 . 


A A Q 

. 44 y 


Q 


0 1 A 
. 4&34 


X 


n n 
• u u 


1 c 

X D 


1 T 
• 0 / 


ATOM 


233 0 


oo 


PRO 


A A 

344 


y . 


00*7 
. yy / 


2 b . 


ft T 0 
. UX2 


Q 
0 


0 1 A 
. Z X4 


X 


nn 
. uu 


1 C 

xb 


1 T 
. 0 7 


ATOM 


2331 


o 


PRO 


1 /I ^ 
344 




. 2 b y 


0 1 
23 . 


0 1 c 
.23 b 


b 


c;i C 
. bXb 


X 


nn 
. uu 


1 0 
xz 


. D X 


ATOM 


233 2 


O 


r>T30 


1 /I y1 

3 4 4 


b . 


A ^ Q 

► 4 b y 


^ Z . 


A '71 


/ 


n A n 
. u 4 u 


X 


n n 

. U VJ 


1 c 
xo 


1 7 

- 0 7 


ATOM 


2333 


XT 

N 


ATA 


"3 /I C 

34 D 


b . 


Q £ ft 

. y b u 


0 1 
2 3 . 


Q Q 

. y / y 


C 


A R 


1 
X 


ft n 
. u u 


X X 


. 27D 


ATOM 


2334 


CA 


ALA 


■3 /I c 
34 D 


D 


£ C T 

. bD / 


1 1 


Q '7 0 


4 


PIC 

. 0 X b 


X 


ft n 
. u u 


1 1 
X X 


. ;7D 


ATOM 


233 5 


CB 


ALA 


34 5 


b . 


. 4 X b 


2 b . 


ft A /I 

. U4 4 


3 


. 0 0 X 


X 


ft ft 
. u u 


Q 

y 


1 A 
. X4 


ATOM 


233 6 


C 


ALA 


34 5 




. oXb 


2 2 . 


. b b 0 


4 


ft T ft 


X 


ft ft 
. u u 


1 1 

X X 


. 17 D 


ATOM 


233 7 


O 


ALA 


345 


4 . 


/I 0 ft 

. 42 U 


22 , 


ft T Q 

, UXo 


3 


. yb / 


X 


ft ft 

. u u 


Q 

y 


1 A 
. X4 


ATOM 


2338 


N 


LYS 


*3 /I ^ 

345 


c. 
0 


^ T /I 
. 534 


22 . 


ft 1 /r 
> U3 0 


3 


C Q ft 

. bou 


X 


ft ft 

. uu 


2 


nn 
• uu 


ATOM 


233 9 


CA 


LYS 


346 


6 


f c c 


0 ft 

2 0 . 


•7 T £ 

, 775 


2 


a >i ft 
. o4 0 


X 


ft ft 

. uu 


0 
z 


ft ft 
. u u 


ATOM 


234 0 


CB 


LYS 


*3 /I ^ 

345 


/ 


C3 /I 

. 53 4 


0 ft 

2 U . 


Q 0 1 

. y23 


X 


C Q C 

. byb 


X 


ft ft 

. uu 


1 

XD 


n En 

. U D 


ATOM 


2341 


CG 


LYS 


34 6 


6 


. 984 


2 1 . 


Q 0 ft 


u 


C ft T 

. b U X 


T 

X 


ft ft 

. uu 


Xb 


ft 1^ 
. u b 


ATOM 


23 4 2 


CD 


LYS 


0 /I ^ 
34 5 


0 
0 


rs ez '1 
. 057 


2 2 . 


A A n 

. 442 


- U 


1 /I ft 
. 3 4 U 


X 


ft ft 

. uu 


X D 


ft c: 
. UD 


ATOM 


2343 


CE 


LYS 


34 6 


/ 


C 0 Q 

. b2 y 


0 "3 

23 . 


C O 

. b /b 


- X 


000 
.222 


X 


ft ft 

. uu 


XD 


ft 
. U D 


ATOM 


2344 


NZ 


LYS 


34 6 


7 


. 093 


24 


. 764 


- u 


/I 0 0 
.42/ 


X 


ft ft 

. u u 


Xb 


ft C 

. Ub 


ATOM 


2345 


C 


LYS 


346 


7 


. 131 


19 . 


.597 


3 


.695 


1 


. 00 


2 


.00 


ATOM 


2346 


0 


LYS 


346 


7 


.046 


18, 


.442 


3 


.279 


1 


.00 


15 


.05 


ATOM 


2347 


N 


ARG 


347 


7 


.602 


19, 


.900 


4 


.903 


1 


.00 


2 


.00 


ATOM 


2348 


CA 


ARG 


347 


8 


.081 


18, 


.881 


5 


.828 


1 


.00 


2 


.00 


ATOM 


2349 


CB 


ARG 


347 


8 


.913 


19 


.498 


6 


.939 


1 


.00 


3 


.45 


ATOM 


2350 


CG 


ARG 


347 


9 


. 801 


18 


.490 


7 


.598 


1 


, 00 


3 


.45 


ATOM 


2351 


CD 


ARG 


347 


10 


. 512 


19 


. 071 


8 


.775 


1 


. 00 


3 


.45 


ATOM 


2352 


NE 


ARG 


347 


11 


.486 


20 


. 074 


8 


.377 


1 


. 00 


3 


.45 


ATOM 


2353 


CZ 


ARG 


347 


11 


.548 


21 


.294 


8 


. 893 


1 


.00 


3 


.45 


ATOM 


2354 


NHl 


ARG 


347 


10 


.686 


21 


. 662 


9 


, 833 


1 


.00 


3 


.45 


ATOM 


2355 


NH2 


ARG 


347 


12 


.452 


22 


.157 


8 


.450 


1 


.00 


3 


.45 


ATOM 


2356 


C 


ARG 


347 


6 


.906 


18 


.134 


6 


.431 


1 


.00 


2 


.00 



135/150 



FIG. 300 



ATOM 


2357 


o 


ARG 


347 


5 . 


832 


18 


. 694 


6 


. 614 


1 . 


00 


3 . 


.45 


ATOM 


2358 


N 


ILE 


34 8 


7 . 


120 


16 


. 860 


6 


. 732 


1 . 


00 


2 . 


.29 


ATOM 


2359 


CA 


ILE 


34 8 


6 . 


088 


15 


. 991 


7 


. 288 


1 . 


00 


2 . 


.29 


ATOM 


^ J O V/ 




ILE 


34 8 


6 . 


431 


14 


. 489 


7 


. 057 


1 , 


00 


2 , 


. 00 


a TOM 


^ J O X 




ILE 


34 8 


7 . 


53 0 


14 


. 026 


8 


. 012 


1 , 


00 


2 . 


. 00 


ATOM 


9 T 9 


om 


ILE 


348 


5 . 


174 


13 


. 63 9 


7 


. 234 


1 , 


00 


2 . 


. 00 


ATOM 


2363 


GDI 


ILE 


348 


5 . 


351 


12 


. 213 


6 


. 784 


1 , 


00 


2 . 


. 00 


ATOM 




n 
\^ 


ILE 


348 


5 . 


821 


16 


. 240 


8 


. 758 


1 . 


, 00 


2 . 


.29 


ATOM 




o 


ILE 


348 


6 . 


733 


16 


. 518 


9 


. 532 


1 . 


, 00 


2 . 


. 00 


ATOM 


23 66 


N 


SER 


34 9 


4 . 


550 


16 


. 127 


9 


. 127 


1 , 


, 00 


5 , 


.28 


ATOM 


9 7 


PA 


SER 


349 


4 . 


106 


16 


. 351 


10 


.494 


1 . 


. 00 


5 , 


, 28 


ATOM 


23 68 


PR 


SER 


34 9 


2 . 


612 


16 


. 722 


10 


. 515 


1 . 


. 00 


14 , 


. 72 


ATOM 


^ o o ^ 


oo 


SER 


3 4 9 ~ 


2. . 


814 


15 


. 8 00 


9 


.786 


1 . 


. 00 


14 , 


. 72 


ATOM 


2 3 7 0 




SER 


34 9 


4 , 


357 


15 


. 122 


11 


. 3 50 


1 . 


. 00 


5 , 


. 28 


ATOM 


4b 3 / X. 




SER 


349 


4 ^ 


721 


14 


. 067 


10 


. 839 


1 . 


. 00 


14 . 


, 72 


ATOM 






VAL 




4 ^ 


14 6 


15 


. 251 


12 


. 653 


1 , 


, 00 


20 . 


. 79 


ATOM 




PA 


VAT. 

V AXj 


7 «^ n 


4 ^ 


357 


14 


. 14 0 


13 


.561 


1 , 


. 00 


20 . 


. 79 


ATOM 


2374 


PR 


Vi\L 


■7*^0 


4 , 


321 


14 


. 594 


15 


. 044 


1 , 


, 00 


18 


. 92 


ATOM 


9 7 "7 R 


P01 




7 c^n 

J 3 V/ 


4 ^ 


677 


13 


.434 


15 


. 953 


1 , 


. 00 


18 


. 92 


ATOM 


9 7 7^ 


P09 


VAT. 
VAXj 


7 RO 




2 96 


1 5 


. 74 0 


15 


. 269 


1 , 


. 00 


18 


. 92 


2iT'OM 
A X \JIl*1 


9 7 ^7 "7 


V— 


Vi-lXi 


7 rj 
J O VJ 


•a 

J . 


9 Q*^ 

Z 27 O 


1 7 
X o 


. 071 


13 


.325 


\ 


00 


2 0 


. 79 


a TOM 


9 7 T R 




T7AT. 
VAXj 


7^0 
J O VJ 


-a 

J • 


fin 

O V O 


11 


.883 


13 


.340 


1 


00 


18 


. 92 


ATOM 


9 7 Q 


KT 
IN 


AQD 


7 Cil 
J ^ ±. 


2 . 


063 


13 


.4 95 


13 


. 055 


1 


. 00 


2 


. 00 


ATOM 


9 7 R n 
Z ^ O U 


PA 


AQR 

Ao£r 


7 m 


u • 


QR7 

27_?0 


1 9 
X ^ 


• ^00 


12 


. 827 


1 


. 00 


2 


, 00 


ATOM 
AX 


9 7 P 1 
^ o O J. 


PR 


AQD 


7 m 




771 


1 7 
X o 


.321 


12 


. 900 


1 ^ 


. 00 


23 


. 45 


ATOM 
rlX l_/iTt 


9709 
^ J O ^ 


PO 


AQD 


7 

J 3 X 


- 0 


s 3 7 


14 


. 012 


14 


. 234 


1 , 


. 00 


23 


. 45 


ATOM 


9 7 O 7 


om 


AQD 

AO XT 


7 m 

J 3 X 




281 


15 


. 234 


14 


.320 


1 


. 00 


23 


. 45 


ATOM 


9 7 P ^1 
Z J O 


on 9 


AQD 
AO It 


7 

J O X 




94 5 


13 


.316 


15 


. 198 


1 


. 00 


23 


. 4 5 


ATOM 


9 7 P R 

^ J O D 


c 


ASP 


7 m 

O Z> X 


X . 


024 


1 1 


.76 0 


11 


. 545 




. 00 


2 


. 0 0 


ATOM 


9 7 P 
^ J O O 


r\ 
\J 


AQD 
AO IT 


7 m 

J 3 X 




484 


10 


.661 


11 


.4 68 


1 


. 00 


23 


. 45 


ATOM 


9 7 R 7 
^ o O f 


N 


ASP 


3 52 




674 


12 


. 315 


10 


. 531 


1 


. 00 


17 


, 97 


ATOM 


^ J o o 


PA 


ASP 


352 




82 9 


11 


. 616 


9 


. 263 


1 


. 00 


17 


. 97 


ATOM 


97RQ 

^ J O 7 


PR 


AQD 


7 R9 
o 3 ^ 


1 , 


957 


12 


. 598 


8 


. 108 


1 , 


. 00 


2 


. 54 


ATOM 


97Qn 

^ J 7 U 


Pf5 


ASP 


7 

J ^ A 


0 . 


642 


13 


. 267 


7 


. 759 


1 , 


. 00 


2 


. 54 


ATOM 


97Q1 

^ O 7 X 


ODl 


ASP 


352 


- 0 . 


436 


12 


. 730 


8 


. 135 


1 


. 00 


2 


. 54 


ATOM 


97Q9 


on9 


AQD 

AO XT 


7 "^9 

J 3 z 


0 . 


695 


14 


. 329 


7 


. 118 


\ 


. 00 


2 


. 54 


ATOM 


9 7 Q 7 

^ J 27 J 


\^ 


AQD 
AO XT 


7^9 
^ Zj ^ 


3 


024 


1 0 


.69 9 


9 


. 314 


1 


. 00 


17 


. 97 


ATOM 


9 7 Qd, 
^ J ^ *x 




ASP 


7 R9 
o 3 z 


3 . 


03 5 


9 


. 667 


8 


. 648 


1 


. 00 


2 


. 54 


ATOM 


9 7 Q R 


N 


ALA 


7 R7 

O Zj J 


4 ^ 


Oil 

. X X 




. 064 


10 


. 129 


1 


. 00 


2 


. 00 


ATOM 


9 7 Q*? 
^ ^ 7 O 


PA 


AT. A 
AXjA 


7 R7 




224 


10 


.270 


10 


.310 


1 


. 00 


2 


. 00 


ATOM 


9 7 Q7 

^ J 17 / 


PR 


AT. A 
AXjA 


7 R7 
J 3 J 


o < 


1 ^ O 7 




. 079 


11 


. 024 


1 


. 00 


13 


. 93 


ATOM 


9 7 QR 
^ O ^ O 


r* 
\^ 


AT. A 
axja 


7^7 


4 ^ 


884 


9 


. 014 


11 


. 107 


1 


. 00 


2 


. 00 


ATOM 


9 7 Q Q 

^ ^ J7 27 


n 
\j 


AT. A 
AXjA 


7 c:7 
J 3 J 


c 


■ 600 


3 


, 024 


11 


. 044 




. 00 


13 


. 93 


J\ S. KJM 


9 4 n o 
^ *t u u 


In 


T "WM 


J J *± 


•3 

J • 


7fiQ 

. / D 27 


q 

27 


. Vy D 0 


1 1 

XX 


• 0 .J X 


X 


no 


2 


. 00 




O /I O T 
Z U ± 




T CTT 


7 c; A 


-3 

O . 


7 n n 

> J U VJ 


f 


Qd. 9 
. 27 ^ 


1 9 

X ^ 


. D ^ 27 


1 

X 


on 

• \J\J 


2 


. 00 


/\ i vJIm 


'5 /I r\ o 




T CTT 


7 c: A. 




R 1 7 
.OX/ 


R 


4 R R 

. ^ o 0 


1 7 
X 0 


R 97 


1 

X 


no 


10 


. 71 




z 4 U J 




T CTT 


O D4 




7 c: Q 

. O 3 27 


Q 

27 


nil 

. U X X 


X 


Q fi7 
. 27 D / 


X 




X w 


. 7 1 


ATOM 


2404 


GDI 


LEU 


354 


2 . 


.548 


10 


. 017 


15 


. 749 


1 


. 00 


10 


.71 


ATOM 


2405 


GD2 


LEU 


354 


3. 


.860 


7 


.875 


15 


.853 


1 


.00 


10 


.71 


ATOM 


2406 


C 


LEU 


354 


2, 


.431 


7 


.001 


11 


.811 


1 


. 00 


2 


.00 


ATOM 


2407 


O 


LEU 


354 


2, 


.219 


5 


.854 


12 


.198 


1 


.00 


10 


.71 


ATOM 


2408 


N 


GLN 


355 


1 


.889 


7 


.517 


10 


.709 


1 


.00 


2 


.00 


ATOM 


2409 


GA 


GLN 


355 


1 , 


. 049 


6 


. 745 


9 


.806 


1 


. 00 


2 


.00 


ATOM 


2410 


GB 


GLN 


355 


-0 , 


.143 


7 


.571 


9 


.331 


1 


. 00 


23 


.61 


ATOM 


2411 


GG 


GLN 


355 


-1, 


.341 


7 


.508 


10 


.258 


1 


. 00 


23 


.61 


ATOM 


2412 


GD 


GLN 


355 


-1< 


.835 


6 


.078 


10 


.499 


1 


. 00 


23 


.61 


ATOM 


2413 


OEl 


GLN 


355 


-2 


.113 


5 


.678 


11 


.638 


1 


. 00 


23 


.61 


ATOM 


2414 


NE2 


GLN 


355 


-1 


.951 


5 


.304 


9 


.419 


1 


.00 


23 


.61 


ATOM 


2415 


C 


GLN 


355 


1 


.854 


6 


.263 


8 


.613 


1 


.00 


2 


.00 



136/150 



FIG. 3PP 



TV T'^ivyi 
ATOM 


1 D 


0 




Q C C 


X . 


"J n n 
3 u 0 


D 


^ <^ Q 
. 0 D 17 


•n 
t 


R <^ 

. D 0 0 


1 

X I 






0 X 


AiOM 


0 /I 1 T 


TVT 
JM 


IJT 0 


"2 C 
J D D 


3 . 


XD / 


D 


R n c: 

• DUD 


0 
0 


. 0 D J. 


X • 


A n 


2 . 


14 


ATOM 


>1 T Q 
<*24 1 0 


A 

L.A 


0 T 0 

flXo 


"a c c 
Job 


A 

**. . 


\J*±Z, 


0 


m \J f '± 


n 

1 


^^A 
. D Ori 


T 

X 1 


A A 


2 . 


14 


ATOM 


2419 




0 T 0 


0 c: 
J t> b 


b . 


A f\1 

*±\J / 


b 


. / ri / 


/ 


7 "3 c: 
. / J D 


X . 


n A 


1 A 
X u . 


QO 


ATOM 


242 0 




UT 0 


CI <r 

J DO 


b • 


0 c 0 

^ b ^ 


D 


. 0 D / 


£1 


c; 1 n 

. D ± U 


T 

X < 


n A 


1 n 

X u . 


•7 ^ 


AlOM 


0 /I 0 T 

^4<^ X 


v_JJ2 


UT G 


J D 0 


/ . 


X 0 J 


D 


. /DO 


0 


1 1 T 


X < 


An 


10 . 


92 


TV rp/^M 


0 /I *5 0 


Kim 


TJTO 


C 


0 • 


4b ^ f 


/ 


• D ^ 0 


C 
D 




n 

X < 


on 


10 

X w . 


92 


AlOM 


0 /I 0 'a 




rlXo 


C 

^ D D 


•7 


u y ft 


f 


"311 


Tt 


. ^ I t 


X < 


nn 


X v . 


92 


AiOM 


0 ^ ^ 


rJCi2 


UT G 

rlXo 


*3 R C 
^ DO 


•7 


bob 


£ 
0 


1 pn 

. X 0 u 


>1 
*± 


. 7 X D 


X . 




1 0 


92 


TV pp/^K* 

AIOM 


0 /I 0 c 


L. 


UTO 


'3 CT C 

J D b 


A 


X 0 b 


ft 


c; c: 0 
. D D3 


n 
1 


'71 1 
. /XX 


X . 


A A 


0 


14 


ATOM 


zi4 z b 


0 


UTO 


'3 cr c 
J D b 


/I 

ft . 


3 ft X 


A 
ft 


. U ft u 


Q 
0 


R n ft 
. 0 u 0 


X . 


A A 


1 n 

XL/. 




ATOM 


0 /I 0 T 


IVT 


fKO 


0 D / 


A 

ft . 


X 3 Z 


3 


.0X0 


0 


R Q n 

. D U 


X . 


A A 


1 "3 
X 0 . 


*± X 


?VT/^M 


0 A 0 Q 
Z4^ 0 






'3 «^ T 
0 D / 




i73 / 


A 
*± 


9 Q 7 


c: 
D 


9 1 "3 

. ^ X J 


T 

X . 




3 6 , 


3 8 


TV T'/^K/I 

AXUM 


0 A 0 Q 
^4Z 7 




f KO 


1 T 
JD / 


ft . 


^ 0 ^ 


£t 


• DO 


0 


• 0 X 17 


X 


An 


xo « 


4 1 


TV TTMUI 

ATOM 


^4 J U 




irKO 


^D / 


ft . 


"JOT 
3 Z X 


X 


■ 7 0 X 


c 
D 


1 "34 
. X J ft 


X 


nn 


•3 0 • 


'3fl 

. 0 0 


AIOM 


^4 J J. 


V-VJ 


FKO 


JD / 


ft . 


b y X 


3 


0 Q Q 
. Z 0 7 


fi 


• ft J ^ 


1 

X 1 


nn 


0 0 • 


. 0 0 


AIOM 


D /I 0 0 
4 J Z 


L. 


PKO 


"3 c: T 
J D / 


b . 


A1 c 

*i f 


1 
X 


. o3 b 




"3 

■ 37/ 


1 

X ' 


nn 


1 "3 

X.3 I 


. % X 


ATOM 


n >1 0 0 

^4 J J 


0 


FKO 


"3 C T 
J D / 


IT 

b . 


"J Q c: 

3 y b 


u 


•7 Q Q 
. / 0 0 


Q 
0 


. Uft 3 


X 


nn 


"3 

J 0 • 


"3 ft 

> J 0 


ATOM 


2434 


N 


TYR 


0 c 0 
3do 


b . 


con 

b y U 


2 


C 1 

. bb3 


/ 


"3 "7 1 
. 3 / X 


1 
X 


A A 


D . 


Q A 


ATOM 


243 5 


CA 


TYR 


Q c 0 
J DO 


■-7 


T C 

/ b b 


2 


. X X3 


Q 
0 


A Q Q 

. u y 0 


X 


A A 


D . 


Q A 


TV rri^*if 

ATOM 


243 6 


CB 


TYR 


3 58 


0 

0 . 


y y b 


2 


» y33 


*7 


'7 A Q 

. / u y 


X 


A A 


b . 


"7 R 

. / D 


ATOM 


243 7 


CG 


TYR 


358 


XU . 


3 X b 


0 
2 


. 3 b X 


0 
0 


. X / ft 


X 


A A 
. U U 


b . 


1 R 

> / D 


ATOM 


2438 


CDl 


TYR 


^ c 0 


X U . 


b y 4 


X 


ACQ 

. uby 


/ 


. obx 


X 


A A 


b . 


•7 R 


ATOM 


2439 


CEl 


TYR 


0 C Q 


X X . 


y43 


U 


C7 1 

. b /X 


Q 


. 2 X4 


X 


A A 


b . 


TR 

. / D 


ATOM 


244 0 


CD2 


TYR 


0 c 0 
JDO 


X X . 


2X0 


3 


. X43 


Q 
0 




X 


AA 
. UU 


b . 


TR 

. / D 


TV •X'/^IV* 

ATOM 


2441 


CE2 


TYR 


0 Q 

J b 0 


X 2 . 


4 b b 


Z 


ceo 
. bb3 


Q 

y 


OAR 

. 2 ft b 


X 


A A 
. U U 


b . 


•7 R 
. / D 


TV •T'/^IV/T 

ATOM 


244 2 


cz 


TYR 


0 C Q 

J bo 


X2 . 


Q 0 ^ 

o2 b 


1 
X 


. 3 b y 


Q 
0 


Q A c: 

. y ub 


X 


A A 
. U U 


0 . 


T R 
. / D 


TV <xi/^iv>r 

ATOM 


244 3 


OH 


TYR 


0 c 0 
J bo 


T A 

X4 . 


U /4 


u 


0 A 0 

. yu2 


Q 

y 


0 A "7 
.24/ 


X 


A A 
. U U 


b . 


•7 R 

. / D 


ATOM 


244 4 


C 


TYR 


3 58 


/ . 


c n "2 
b U3 


0 
2 


0 1 A 

. 2 X u 


Q 

y 


C A A 
. b U4 


X 


A A 
. U U 


D . 


Q A 
. i7 U 


ATOM 


244 5 


0 


TYR 


3 58 


Q 

0 . 


n r\ 0 
U U2 


X 


'3 Q C 

. 3 0 b 


T A 

X u 


"3 R C 
. 3 D b 


X 


A A 
. U U 


b . 


7 R 

► / D 


ATOM 


244 6 


N 


XLE 




c. 
0 . 


^ T 0 

b /2 


3 


ICQ 

. xby 


T A 

xu 


A "3 A 
. U3 U 


X 


A A 
. UU 


0 A 
Z U < 


RT 
► D / 


ATOM 


2447 


CA 


TT n» 


'SCO 

3b y 


0 . 


•a C "7 

3b/ 


3 


.30/ 


XX 


ART 
. ft D / 


X 


A A 
. UU 


0 A 
Z U . 


R"? 


ATOM 


244o 


CB 


TT C 


0 c 0 


0 . 


A n 0 
. 4 U2 


4 


. yx / 


XX 


Q 0 Q 

. o^y 


X 


AA 
. UU 


0 


n A 
> U U 


TV rpr>vi 

ATOM 


244 9 


CG2 


TT f 


0 c 0 

jby 


b . 


Xb3 


b 


TOT 
. X2 X 


X3 


.3X0 


X 


A A 
. UU 


0 


A A 
> U U 


AIOM 


z 4 b U 


CvjjI 


T T f 


'3 C Q 

J by 


f . 


•7 c; A 
. / bfl 


b 


c; 0 *? 
. b^ / 


X X 


. ft / 0 


1 
X 


A A 
. \J\J 


0 


A A 


AIOM 


^ 4 b X 


CUl 


T T 'C 
XXiCi ^ 


C Q 

J by 


Q 

0 . 


Q T n 
0 / U 


b 


. U 3 0 


XZ 


"3 "3 A 
. 3 3ft 


X 


A A 
. U U 


0 


A A 
. U U 


ATOM 


24 52 


/-I 


T T "C 
1X1 Cj 


CI Q 

J by 


b . 


n 0 T 


z 


Q c; 

. 0 3 D 


X X 


Q Q C 
. 17 y b 


X 


A A 
. U U 


0 A 


R '7 
. D / 


AiOM 


243 J 


0 


T T 
XXlEi 


'SCO 

oby 


A 

ft . 


Qfi D 

.you 


z 


0 0 Q 
. ZA^ 


1 "3 
X J 


A *7 A 
. U / U 


X 


A A 


0 


A A 


ATOM 


0 yi C ^ 
2454 


N 


A CXT 

AoN 


0 c n 
J bU 


3 . 


, y43 


3 


. U4 U 


X X 


0 A Q 

. z ft y 


X 


A A 
. UU 


1 1 

X X . 


R A 
. D VJ 


ATOM 


0 yi c c 
2433 


CA 


A GKT 

AoN 


■a c rt 


2 . 


£ r\ A 

. bUU 


2 


. bx / 


XX 


CAT 
. bfl / 


X 


AA 
. UU 


1 1 

X X . 


RA 
. DU 


ATOM 


2456 


CB 


ASN 


0 ^ A 

360 


X . 


r- 0 •-7 

. bo7 


2 


. oo3 


1 A 

xu 


CIO 

. bxy 


X 


A A 


1 R 

xb . 


. yx 


ATOM 


24 57 


CG 


ASN 


360 


1 , 


c 0 c 
. b3 b 


1 
X 


0 A 

. /2 U 


y 


. bX3 


X 


A A 
. UU 


1 R 

Xb 


. yx 


ATOM 


2458 


ODl 


ASN 


3 60 


2 . 


. bb4 


X 


OTA 

. 3 XU 


0 
0 


Q ^7 A 

. y /4 


X 


A A 
. UU 


1 R 

Xb 


. yx 


ATOM 


2459 


ND2 


ASN 


3 60 


0 . 


.338 


X 


TOO 

. lyd 


y 


OTA 

. 2 / U 


X 


A A 


T R 

Xb 


. yx 


ATOM 


2460 


C 


ASN 


360 


2 . 


.490 


1 


. 170 


X2 


1 1 A 

. X XU 


X 


A A 

. UU 


XX 


R A 

. bu 


ATOM 


24 61 


0 


ASN 


360 


1 . 


. 581 


0 


.83 6 


12 


. 0 /X 


X 


A A 

. UU 


T C 

Xb 


. yx 


ATOM 


2462 


N 


VAL 


361 


3 . 


. 415 


0 


. 318 


11 


.670 


1 


. 00 


2 


A A 
. 00 


ATOM 


2463 


CA 


VAL 


361 


3 . 


.374 


-1 


.083 


12 


.050 


1 


.00 


2 


.00 


ATOM 


2464 


CB 


VAL 


361 


4 . 


.517 


-1 


.914 


11 


.398 


1 


.00 


43 


.19 


ATOM 


2465 


CGI 


VAL 


361 


4 . 


.397 


-1 


.886 


9 


.872 


1 


.00 


43 


.19 


ATOM 


2466 


CG2 


VAL 


361 


5. 


. 885 


-1 


.429 


11 


.860 


1 


. 00 


43 


.19 


ATOM 


2467 


C 


VAL 


361 


3 . 


.400 


-1 


.280 


13 


.565 


1 


. 00 


2 


.00 


ATOM 


2468 


0 


VAL 


361 


3 , 


. 067 


-2 


.357 


14 


.051 


1 


. 00 


43 


.19 


ATOM 


2469 


N 


TRP 


362 


3 , 


. 742 


-0 


.234 


14 


.311 


1 


. 00 


2 


. 00 


ATOM 


2470 


CA 


TRP 


362 


3 , 


. 794 


-0 


. 325 


15 


.766 


1 


. 00 


2 


.00 


ATOM 


2471 


CB 


TRP 


362 


5, 


.143 


0 


.178 


16 


.285 


1 


.00 


4 


.01 


ATOM 


2472 


CG 


TRP 


362 


6, 


.316 


-0 


.475 


15 


.704 


1 


.00 


4 


.01 


ATOM 


2473 


CD2 


TRP 


362 


6 


.938 


-1 


.674 


16 


.168 


1 


.00 


4 


.01 


ATOM 


2474 


CE2 


TRP 


362 


8 


.076 


-1 


.890 


15 


.371 


1 


.00 


4 


.01 



137/150 



iO/501002 



7i T'/^IVA 

Al UM 


*"> A 1 K 


L.X!i J 


irCf 




An a 




TDD 




D A 

1 1 


KTT?T 


i Kf 




O A "7 Q 


\^cjtZ 


i rCir 


7\ TOM 
Ai vJlYl 


O /l T Q 




TDD 
i Kf 


Aiujyi 


o /I Q n 


L.rl2 


X Kf 


AlL/M 


O A Q T 




1 Kf 


AlUM 


*5 A Q O 


U 


TDD 
1 Kf 


AiUM 


O /I Q ^ 


IN 


TVD 
1 XK 


Ai Url 


^ 4 O ^ 


<^ A 

v^A 


TVD 
i X K 


AI uro 


O /I Q C 

^ o z> 




TVD 
i X K 


Ai UN 


o /I Q 


Co 


TVD 
i X K 


Ai vJJVl 


O /I Q "7 


L-UX 


TVD 
i 1 rC 


Ai UlYl 


O /I Q Q 
<S O O 


L-iii X 


TVD 

i xK 


A T*^^M 

AiVJlYl 


O >1 Q O 


dJ2 


TVD 
X xK 


Ai un 


O A Q n 


L.Ci2 


TVD 
X xK 


AT»/^M 


O A Q T 
^4 7 J. 


u^ 


TVD 
1 xK 


Ai VJM 


O A Q O 


Url 


TVD 
1 xK 


Ai UM 


Z*±^ 6 


r* 

L. 


TVD 

i xK 


Ai 


O /I Q A 

^ y ft 


U 


TVD 

i xK 


ATUiVl 


O /I Q C 


N 


A O D 


A T'/^IUI 

AiOM 


A Q 


A 

CA 


A CD 

Albf 


Anr*oiui 
ATOM 


2497 


on 
Co 


A OD 

AoP 


ATOM 


2498 




A OD 

Abf 


ATOM 


Z'k^^ 


ODl 


A OD 

Abf 


ATOM 


2500 


OD2 


ASP 


AlOM 


O C T 

2 bU 1 




A OD 

AoF 


A •y/^lUI 

AiOM 


o c rt o 
2 bU2 


u 


A OD 

Aof 


Ai UM 


o c r» o 
2 bU J 


INI 


FKU 


ATOM 


O C O /I 

2 bU4 


CD 


PRO 


AiOM 


D c rv c 
2 bUb 


V-A 


DD/^ 

f KU 


AiUM 


O C ^ 

2 bUo 




DD^ 

f KU 


AIUM 


O C A T 

2bU / 




PKU 


AiUM 


o c n p 
2bUo 




f KU 


Ai UM 


o c r» Q 
2 b u y 


U 


DD^^ 

f KU 


Ai UM 


2 b X U 


XT 

JNJ 


ATA 

AXiA 


Ai UM 


2 b X X 


A 
CA 


ATA 
AXjA 


Ai UM 


Z b ± ^ 




ATA 
AXiA 


Ai UJYl 


bx J 




ATA 
AXjA 


AiUM 


O C 1 A 
2 bX4 


U 


AT A 
AXiA 


ATOM 


2bXb 


KT 


OT TT 


AlOM 


2bXo 


OA 


OT TT 


ATOM 


2bj. / 


oo 


or TT 


ATOM 


2 518 


CG 


GLU 


ATOM 


2519 


CD 


GLU 


ATOM 


252 0 


OEl 


GLU 


ATOM 


252 1 


0E2 


GLU 


ATOM 


2522 


C 


GLU 


ATOM 


2523 


O 


GLU 


ATOM 


2524 


N 


VAL 


ATOM 


2525 


OA 


VAL 


ATOM 


2526 


CB 


VAL 


ATOM 


2527 


CGI 


VAL 


ATOM 


2528 


CG2 


VAL 


ATOM 


2529 


C 


VAL 


ATOM 


2530 


O 


VAL 


ATOM 


2531 


N 


GLU 


ATOM 


2532 


CA 


GLU 


ATOM 


2533 


CB 


GLU 



FIG. 3QQ 



362 6,643 -2.580 

362 7.074 -0.028 

362 8.135 -0.872 

362 8.928 -2.987 

362 7.482 -3.662 

362 8.614 -3.857 

362 2.716 0.497 

362 2.496 0.329 

363 2.039 1.362 
363 1.013 2.268 
363 0.181 2.843 
363 -0.775 3.962 
363 -2.064 3.688 
363 -2.966 4.716 
363 -0.409 5.296 
363 -1.300 6.331 
363 -2.577 6.031 
363 -3.485 7.023 
363 0.091 1.694 

363 -0.451 0.590 

364 -0.073 2.461 
364 -0.923 2.100 
364 -0.078 1.494 
364 -0.916 0.800 
364 -2.053 1.246 
364 -0.420 -0.191 
364 -1.579 3.399 

364 -0.894 4.376 

365 -2.918 3.433 
365 -3.819 2.313 
365 -3.676 4.616 
365 -5.117 4.102 
365 -5.117 3.016 
365 -3.252 5.043 

365 -3.057 6.224 

366 -3.084 4.049 
366 -2.691 4.273 
366 -2.627 2.952 
366 -1.357 4.979 

366 -1.198 5.915 

367 -0.418 4.577 
367 0.911 5.181 
367 1.942 4.223 
367 2.018 2.895 
367 2.873 1.832 
367 3.056 1.883 
367 3.357 0.914 
367 0.941 6.489 

367 1.694 7.393 

368 0.080 6.610 
368 0.056 7.812 
368 -0.258 7.459 
368 -0.404 8.721 
368 0.850 6.585 
368 -0.931 8.863 

368 -0.549 9.931 

369 -2.206 8.533 
369 -3.300 9.396 
369 -4.561 8.988 



17 


. 189 


1 , 


00 


4 


. 01 


14 


. 666 


1 . 


00 


4 


. 01 


14 


.4 59 


1 . 


00 


4 


. 01 


J. ^ 


.566 




00 


4 


. 01 


17 


.3 83 


1 ^ 


00 


4 


. 01 


X D 






00 


4 


. 01 


Ifi 
X o 






00 


2 


. 00 


1 7 


. D^ X 




00 


4 


. 01 






1 . 


00 


9 


. 42 


16 


. 228 


1 . 


00 


9 


.42 


15 


. 073 


1 . 


00 


9 


. 22 


15 


.43 9 


1 . 


00 


9 


. 22 


15 


.899 


1 , 


0 0 


9 


. 22 


16 


. 182 


1 , 


00 


9 


. 22 


15 


. 278 


1 ^ 


00 


9 


. 22 


1 ^ 

X s 


• ^ o o 


1 ^ 


00 


9 


. 22 


X D 


• V X O 


1 ^ 


00 


9 


. 22 


16 


. 296 


1 . 


00 


9 


. 22 


17 


.301 




00 


9 


. 42 


17 


.150 


1 _ 


00 


9 


. 22 


X o 


. O O X 




0 0 


9"^ 


. 57 


1 Q 
X :? 


. O X D 


X . 




23 


. 57 




• Q ^ X 




0 0 


3 


. 62 


^ X 


7 7 


1 

X . 


00 


Q 
O 


. 62 




n74 

• V O 'X 


1 

X . 


00 


o 
o 


. 62 




• O U 17 




00 


s 


. 62 


1 Q 
X I? 


Q71 
. 7 / X 


n 

X . 


on 


9*^ 


57 




9 ft 
. ^ o o 




00 


5 


62 


o n 
z u 




X . 


on 


9fi 


*5 4 

* O ft 


1 Q 

X 7 


^ QR 
. O 7 o 


1 

X . 


0 0 




. 54 




4 9 Q 

. fx ^ 7 


1 

X . 


OO 


26 


. 34 


9 O 
Z \J 


4 5 CI 


X . 


0 0 


^ Q 


54 

• Oft 


1 Q 

xy 


417 
• fx X / 


X . 


o o 


D 


54 
• 3ft 


91 
^ X 


ft 94 

. O fx 


1 

X . 


00 




. 34 


9 9 
z z 


« \J 17 17 


X . 


OO 




. 54 


9 9 
z z 


. O 17 X 


]_ _ 


00 


'5 4 
J ft 


. 81 


94 
z *± 


. U D / 


n 

X « 


00 


^54 


. 8 1 


OA 


. O X X 




OO 


23 


. 8 0 


OA 


1 4*^ 

. X *± J 


1 . 


00 


34 


. 81 


OA 


Q94 

. 7 ^ft 


X • 


00 


9*5 


. 80 


O'X 
Zj 


9 Q9 
. ZZfZ 


X > 


O O 


1 5 

X 3 


5^ 


O'k 


01 

. .7 U X 


1 

X • 


00 


1 "5 

X 3 


. 56 


9 9 


•70'7 


1 

X . 


o o 


54 

Ofx 


9*^ 
. ^ D 


9 


. fi fi D 


X . 


on 


R4 
Dfx 


9 


9 9 


. / o O 


n 

X . 


OO 


54 
jft 


. 2 6 


9 T 
Z X 


4 0 9 
. ft 7 ^ 


X . 


o o 


54 


9 


2 J 


A O T 

. 4 J X 


X . 


UU 


C A 
bfi 


9 


22 


.549 


1 . 


00 


15 


.56 


22 


.897 


1. 


00 


54 


.26 


21 


.550 


1. 


00 


52 


.58 


20 


.736 


1 , 


,00 


52 


.58 


19 


.252 


1 . 


00 


22 


.16 


18 


.421 


1 , 


, 00 


22 


. 16 


18 


.680 


1 , 


00 


22 


. 16 


21 


.239 


1 . 


, 00 


52 


.58 


21 


.738 


1 . 


,00 


22 


.16 


21 


. 097 


1 . 


, 00 


23 


.43 


21 


.484 


1 . 


.00 


23 


.43 


20 


.707 


1. 


.00 


53 


.35 



138/150 



10/501002 



a TOM 






m .TT 


a TOM 


Z 3 J D 




ni .TT 




Z D J O 


OI?1 


ni.TT 




4£,^ J f 


OTr9 


nT.TT 


A "POM 


O c: "5 Q 
Z 3 ^ o 


r* 
\^ 


nT.TT 


ATOM 




o 
\J 


m .TT 


a TOM 






aT.a 

AXjA 


a TOM 


Z 34 J. 


oa 

t^A 


aT.a 




O A "J 




aT.a 

AXjA 


a TOM 


O A 




aT a 

AXjA 


a TOM 


O c: /I 


o 


ai a 

AXjA 


ATOM 




IN 


DDO 


ATOM 




on 


DDO 


a TOM 


4£ Dfi / 


oa 

^-A 


RPO 


a TOM 






PPO 


a TOM 


O A Q 




OPO 


a TOM 


O C C A 

Z 3 3 U 




DPO 


a TOM 


O c: c 1 


o 
VJ 


DPO 


ALUM 


O c: R o 
Z D 3Z 




DDO 


ATOM 


O o 


OO 
^XJ 


DDO 


RTOM 


o c; c A 


oa 

<^A 


DDO 


aT/^M 


o c c c 

Z D3 D 


OR 


DDO 


a TOM 


Z OD O 


on 


DDO 


BTOM 


■5 c c T 




DDO 


a TOM 


? c: c Q 
Z33o 


o 


DDO 


a T^M 


O C C Q 
Z337 


KT 


DDO 


a TOM 
AX UJYl 


o c n 

Z 30 U 


OFl 


DDO 


a TOM 


O c: c T 
Z 3 O X 


oa 

v^A 


DDO 
irKVJ 


a TOM 
Al L/in 


O c; O 
Z 3 o Z 


OR 


DDO 


ATOM 
A J. VJ1*1 


o 1 
Z 3 o o 


on 


DDO 


ATOM 
Al UJYl 


Z30^ 




DDO 


a TOM 


Z 30 3 


o 
\J 


DPO 


AiUIYl 


O C £ £ 

Z 3b b 


XT 


a T a 
ALiA 


a TOM 

Ai vjjyi 


z 3b / 


oa 

V-A 


aT a 

ALiA 


a TOM 


Z 3o o 


OR 


aT a 

AXjA 


a TOM 


O <^ ^ Q 

z 3o y 


o 


aT a 

AXiA 


a TOM 
A± yjiyi 


Z 3 / U 


o 


aT a 

AXjA 


a TOM 


Z 3 / X 


"NT 


aT a 

AXjA 


a TOM 


Z 3 / Z 


oa 

v^A 


aT a 

AXjA 


a TOM 


Z 3 / O 


OR 


aT.a 

AIjA 


a TOM 


Z 3 / 4 




aT.a 

AIjA 


TV TOM 


Z 3 / 3 


\J 


at a 


a TOM 


Z 3 / b 


M 
JM 


TVD 
X X K 


ATOM 

A J. UM 


Z 3 / / 


OA 

UA 


TV 13 
1 X K 


ATOM 

Al Url 


Z 3 / b 


OR 


TVD 
1 X K 


ATOM 

Ai 


O C "7 Q 

z 3 / y 


OO 


TVD 


ATOM 


2580 


GDI 


TYR 


ATOM 


2581 


CEl 


TYR 


ATOM 


2582 


CD2 


TYR 


ATOM 


2583 


CE2 


TYR 


ATOM 


2584 


CZ 


TYR 


ATOM 


2585 


OH 


TYR 


ATOM 


2586 


C 


TYR 


ATOM 


2587 


O 


TYR 


ATOM 


2588 


N 


ALA 


ATOM 


2589 


CA 


ALA 


ATOM 


2590 


CB 


ALA 


ATOM 


2591 


C 


ALA 


ATOM 


2592 


0 


ALA 



FIG. 3RR 



369 -4.450 9.125 

369 -4.518 10.581 

369 -4.879 11.498 

369 -4.208 10.816 

369 -3.566 9.381 

369 -4.699 9.155 

370 -2.516 9.615 
370 -2.618 9.660 
370 -1.253 9.371 
370 -3.123 11.050 

370 -2.923 12.021 

371 -3.773 11.159 
371 -3.94 9 10.0 62 
371 -4 .325 12 .420 
371 -5.076 11.950 
371 -4.226 10.810 
371 -3.266 13.483 

371 -2.400 13.277 

372 -3.331 14.638 
372 -4 .378 14 . 947 
372 -2.420 15.770 
372 -2.940 16.769 
372 -4.418 16.447 
372 -2.499 16.334 

372 -3.589 16.532 

373 -1.335 16.504 
373 -0.041 16.052 
373 -1.181 17.035 
373 0.241 16.601 
373 0.963 16.653 
373 -1.353 18.567 

373 -0.819 19.271 

374 -2.120 19.071 
374 -2.381 20.507 
374 -3.811 20.734 
374 -1.350 21.373 

374 -1.519 22.592 

375 -0.290 20.751 
375 0.761 21.480 
375 1.602 22.327 
375 0.182 22.364 

375 0.312 23.594 

376 -0.385 21.710 
376 -1.024 22.369 
376 -0.030 23.174 
376 -0.681 23.843 
376 -0.993 23,100 
376 -1.555 23.703 
376 -0.954 25.218 
376 -1.520 25.834 
376 -1.813 25.064 
376 -2.336 25.628 
376 -2.129 23.307 

376 -3.319 23.018 

377 -1.714 24.451 
377 -2.621 25-459 
377 -2.819 26.547 
377 -1.996 26.034 
377 -2.274 25.555 



19 


. 182 


1 . 


00 


53 


. 35 


18 


. 692 


1 . 


00 


53 


. 35 


19 


. 4 74 


1 . 


00 


53 


. 35 


17 


. 503 


1 . 


00 


53 


. 3 5 


22 


. 987 


1 , 


00 


23 


. 43 


23 


.424 


1 ^ 


0 0 


53 


. 35 


23 


.770 




00 


27 


. 26 


25 


. 228 




00 


27 


. 26 


A 3 


• O 30 




00 


10 


. 16 


25 


. 640 


\ ^ 


00 


27 


.26 


24 


. 912 


\ ^ 


00 


10 


. 16 


26 


. 824 


1 , 


00 


34 


. 01 


27 


. 792 


1 , 


00 


4 0 


. 77 


27 


. 362 


\ _ 


0 0 


34 


. 0 1 


28 


. 619 


1 ^ 


00 


4 0 


. 77 


29 


. 103 


1 . 


, 00 


40 


. 77 


27 


. O 7 7 


1 , 


00 


34 


. 01 


z o 


• 3 37 


3_ _ 


00 


40 


. 77 


2 7 


. Oil 




. 00 


14 


. 63 


2 6 


. 018 




00 


28 


. 09 


2 7 


. 183 


1 ^ 


0 0 


14 


. 63 


z o 


1 4.^ 

. X *z O 


]_ 


n n 

. VJ VJ 


2 8 


. 0 9 


26 


. 055 


1 _ 


. 00 


28 


. 09 


z o 


. 3 7 O 


X • 


00 

• VJ 


14 




Z 7 


• .L*x J. 


X • 


OO 


9R 
z o 


.09 


Z 7 


• Z*x3 


X • 


00 


3X 


4 0 

. ^ VJ 


9 ft 
z o 


. / \j*± 


1 

X • 


00 

. VJ \J 


3 X 


R7 


■J \j 


. D VJ _7 


X • 


. VJ \J 


3 X 


. 4 0 


7 n 

J u 


Qft 9 
• 7 o z 




, 0 0 


51 


. 8 7 


2 9 


. 668 




. 0 0 


51 


. 87 


n 

J u 


. O .3 3 


X < 


OO 


3 X 


4 o 


9 Q 

Z 7 


. r Q 3 


3_ 


00 


51 


. 87 


1 1 

J X 


. O J.3 


X 1 


OO 


A 9 
*± z 


Ofi 


7 1 


79^ 
. / Z Q 


X 1 


OO 


4.9 
*± z 


Ofi 


7 9 
J z 


9 t^^ 
. Z 3 tJ 


X 1 


00 


3 1 


. 44 


9 
J z 


. *± 7 




OO 

> VJ \J 


42 


. 06 


7 9 
o z 


. 621 


1 


00 


3 1 


44 








0 0 

. VJ VJ 


3 8 


. 52 




. / J 3 




. 0 0 


3 8 


. 52 


9 

.3 Z 


7 f^9 
. / 3Z 


X < 


00 


9 Q 


^^4 


J *± 


ft4.ft 
. O 'x O 


X . 


00 


•J o 


. 3^ 




7 Qft 


X 1 


OO 


9Q 

Z 17 


^4 
• 3rt 


J 3 


ft 7/1 




. 00 


47 


. 67 


J / 


. 024 


1 


00 


4 7 


. 67 


"7 


ft R7 


T 
X 


no 

. VJ VJ 


7fl 
/ o 


ft 1 
.ox 


"5 Q 


n 

. U O 3 


X 


00 

. VJ VJ 


7ft 
/ o 


ft 1 
.ox 


4 U 


o n "7 
. z u / 


X 


. u u 


7 Q 


. O X 


41 


.345 


1 


. 00 


78 


. 81 


39 


.085 


1 


.00 


78 


.81 


40 


.228 


1 


.00 


78 


.81 


41 


.350 


1 


.00 


78 


.81 


42 


.493 


1 


.00 


78 


.81 


36 


.564 


1 


. 00 


47 


.67 


36 


.729 


1 


. 00 


78 


.81 


36 


. 029 


1 


. 00 


45 


. 97 


35 


. 526 


1 


. 00 


45 


. 97 


36 


.574 


1 


. 00 


46 


. 05 


34 


.252 


1 


.00 


45 


.97 


33 


.138 


1 


.00 


46 


.05 



139/150 



10/501 OOE 



FIG. 3SS 



ATOM 


2 593 


N 


AT. A 


378 


-1 . 


112 


27 . 


019 


34 


.430 


1 . 


. 00 


45 . 


78 


ATOM 


£t ^ *± 


PA 


AT. A 


378 


- 0 . 


422 


27 . 


673 


33 


. 312 


1 . 


. 00 


45 . 


78 




9 R Q 
Z O ^ o 


OR 


AT. A 


o / o 


- 1 . 


3 91 


28 . 


607 


3 2 


. 545 


X . 


. 00 


26 . 


15 


ATOM 


2596 


Q 


ALA 


378 


0 . 


814 


2 8 . 


4 50 


33 


. 785 


1 . 


. 00 


45 . 


78 




9 ^ Q 7 
^ IJ I? / 


o 


ALA 


J / o 


1 ^ 


016 


2 9 . 


599 


33 


.4 00 


1 , 


. 00 


26 . 


15 


ATOM 


^ O 7 o 


IM 


ALA 


T 7Q 


1 ^ 


645 


2 7 . 


807 


34 


, 607 


1 , 


. 00 


29 . 


23 




^ 3 7 17 


OA 


AT. A 


7Q 


2 . 


866 


28 . 


434 


35 


. 106 


1 , 


. 00 


29 . 


23 




9fion 


PR 


AT. A 


379 


3 , 


634 


27 • 


463 


36 


. 003 


1 , 


. 00 


29 . 


46 


ATOM 


9f^ni 

^ Q V X 


p 


ALA 


379 


3 . 


730 


28 . 


822 


33 


, 902 


1 , 


. 00 


29 . 


23 


r\ 1 \JVl 


9 n 9 

^ o u ^ 




AT. A 




4 


216 


27 . 


940 


33 


. 183 


1 


. 00 


29 , 


46 


A TOM 


^ O U J 


iN 


T.FTT 


fl n 

O O 


3 . 


862 


3 0 . 


128 


33 


. 644 


1 , 


. 00 


45 . 


66 




^ O U 'x 


PA 


T.FTT 


R n 

J O VJ 


4 ^ 


681 


3 0 . 


608 


32 


, 522 


1 , 


. 00 


45 , 


66 


ATOM 


^ D U 3 


PR 


T.T71T 
XjCiKJ 


fi n 

J O u 


4 


5 06 


32 . 


117 


32 


.319 


1 


.00 


31 . 


66 


ATOM 


^ o u o 


prs 


T.1?TT 


ft n 

.3 O v/ 


3 . 


081 


32 . 


622 


32 


.111 


1 


. 00 


31 . 


, 66 


ATOM 


^OKJ i 


pm 

X 


T.T?TT 

XjCtXJ 


O O V.f 


3 . 


14 0 


33 . 


905 


31 


. 285 


1 


. 00 


31 . 


, 66 


ATOM 




pn9 


T.T?TT 


J o u 


9 

Z • 


Z *x u 


X • 


o v? o 


31 


. 385 


1 


. 00 


31 . 


, 66 


ATOM 


^ O U 7 




T.PTT 


ft n 


6 . 


167 


30 . 


299 


32 


. 691 


1 


. 00 


45 . 


. 66 


ATOM 


O X VJ 




T.T?TT 


ft n 

J OKJ 


6 . 


924 


31 . 


141 


33 


. 173 


1 


. 00 


31 . 


. 66 




9 <C1 1 
4^ O X i. 


IN 


A QD 
Ao IT 


^ O X 


D . 


c; p 
o o o 


9 Q 

Z 17 . 


114 
X X *± 


"3 9 
o z 


.24 8 




. 00 


30 . 


. 99 




9 1 9 
Z O X Z 


PA 
^^A 


A QT3 

AO ±r 


PI 
O O X 




Q P "3 

27 O O 


9 R 
z o • 




"39 
o z 


7R 
• o / o 




. 0 0 


30 . 


. 99 


a TOM 


Z O X o 


PR 


A QP 
AOf 


"5 p 1 

J O X 


p 


1 fi9 
X o z 


2 7 . 


2 66 


3 1 


.901 


1 


. 00 


18 , 


. 50 






PO 


AQP 


1 PI 

O O X 




91 Q 

Z X 7 


2 6 . 


3 00 


32 


. 596 


1 


. 00 


18 . 


. 50 


ATOM 


Z O X3 


om 


AQR 


Ifti 

J O X 


o • 


9 


9 R 

z ^ • 


ft Rft 

O 3 o 


31 


. 935 


1 


. 00 


18 . 


. 50 


ATOM 


^ O XO 


on 9 


ACR 

AO XT 


PI 

J O X 




^ *± z 


9 R 
z ^ • 


Q7R 


33 


. 785 




. 00 


18 . 


. 50 


ATOM 


9 ^1 T 
^ O X / 


r» 
v_ 


AQR 


p 1 

O X 


p 


QP9 
7 o z 


29. 


639 


31 


. 678 




. 00 


30 . 


. 99 


ATOM 


9 1 P 
Z O X o 


KJ 


AC;p 

IT 


p 1 

J O X 


1 0 


175 


2 9 . 


642 


32 


.019 


1 


. 00 


18 . 


. 50 


A TOM 


9 1 Q 

Z O X y 


iN 


AT. A 


"5 P 9 
J o z 


Q 

o . 


R n R 

3 VJ 


o 

o V . 


3 85 


3 0 


.676 


1 


. 00 


60 . 


. 09 


a TOM 


9 9 n 
z o z u 


PA 


AT. A 


P9 

o oz 


q 


7 94 

J Z *4 


ox. 


3 66 


2 9 


. 951 


1 


. 00 


60 . 


. 09 


A TOM 


9 9 1 
Z O Z X 


PR 


AT. A 
J\Xir\. 


ft 9 
^ o z 


8 . 


879 


3 1 . 


4 75 


28 


. 520 


1 


. 00 


18 . 


. 75 


ATOM 


9 9 9 
Z D Z Z 




AT. A 
AXiA 


P 9 
J o z 


Q 

-? • 


U I) 3 


7 9 
o z . 


6 84 


3 0 


.706 


1 


. 00 


60 


. 09 


ATOM 
n X KJv'l 


9 9 
^ O Z ^ 


KJ 


AT. A 


P 9 

o o z 


p 

o < 


9 p n 

z o u 


o o . 


536 


30 


.250 


1 


. 00 


18 , 


. 75 


A TOM 
r\. X KJv'l 


9 9 A 
Z O Z 4 


VT 
IN 






Q 

7 < 


fi7ft 


9 


o v/o 


O X 


. 883 


1 


. 00 


31 , 


,28 


ATOM 


9 fi9 
Z O Z 3 


PA 


Apn 


ft*^ 
o o o 


9 ^ 


516 


33 . 


940 


32 


. 794 


1 


. 00 


31 , 


.28 


ATOM 
ALKJn 


Z D Z O 


PR 


APn 


p 1 

O O .3 


p 


ftfi7 




41 R 

*± X ^ 


34 


. 072 




. 00 


38 


. 51 


ATOM 
A 1 KJV'i 


9 9 *? 
Z D Z / 


PO 


ARO 


"5 p 

J O J 


Q 


491 


3 2 


07 0 


34 


. 526 




. 00 


3 8 


. 51 


ATOM 
/\ X KJV'i 


9 9 P 
Z O Z O 


pn 


APO 


"5 P 
J O J 


P 


. 7 u w 


ox. 


R1 4 


O -J 


.8 07 




. 00 


3 8 


. 51 


ATOM 
J\X KJv'l 


9 ^ 9 Q 
Z O Z ^ 


MT? 
iN£j 


APO 


'5 P"^ 


■7 


c;94 
. 3 z *± 


7 1 
ox. 




O J 


.64 9 




. 00 


3 8 


. 51 


ATOM 
n. X KJV'I 


9 "5 ri 


P7 


APr? 


P'^ 

O O J 


o • 


' ^ ^ o 


3 1 


266 


3 6 


. 536 




. 00 


3 8 


. 51 


ATOM 
r\.X KJv'l 


Z Do X 


iMn X 


APf? 


J O 


o . 


R n p 

. O VJ o 


ox. 


Q4 

-7 *± O 


T 7 
o / 


. 653 




. 00 


3 8 


. 51 


ATOM 
J\1KJVI 


9 T 9 

Z D J Z 


iNriz 


APf^ 


7P7 

J O J 




i J O *x 


o u • 


7Q1 

/ 7 X 


36 


.321 


1 


. 00 


38 


, 51 


ATOM 
J\X KJv'l 


9 C1 1 
Z D J ^ 


K^ 


APf^ 


J O .3 


1 n 

X u • 


PT5 


^4 


R47 


o o 


• x*± o 




00 


31 


. 28 


ATOM 
I\ X KJVl 


9 4 
Z D J ft 


r\ 
KJ 


APn 




1 1 

X X ■ 


Qfi 9 

1 7 U Z 


o o • 


. 17 X X 


o z 


P*? 9 

■ 7 O Z 




. 00 


38 


. 51 


A T^M 
J\ X KJv'l 


Z D ^ _> 


IM 


AT A 
AXiA 


"3 P4. 
J oft 


X \f , 


PP R 

> O O 3 


o o • 


' / o ^ 


o o 


. 687 




. 00 


38 


, 58 




O O C 
Z b J O 


<^ A 
L.A 


ATA 
AliA 


"3 0 4 


1 9 
XZ . 


1 4 P 

. Xf O 


O D . 


4 n Q 

. *» w 27 


"34 
O ft 


n 7 


X 




3 8 


Rft 


J\X KJv'l 


Z O J / 


PR 


ATA 
AXiA 


1 P 4 
J Oft 


1 9 
X Z . 


Q 7 


"3 7 
O / . 


. O O *± 


o o 


9 n Q 

. Z U 7 


n 

X 


on 


22 


. 57 


AxUv'i 


O ^ "3 Q 
Z O J O 


K^ 


ATA 
AXjA 


T Q 4 
J Oft 


1 9 
X Z . 


9 C R 

.Zoo 


O O . 


7 <^ 9 

. / O Z 


"3 R 
O 3 


R R R 
. 3 O O 


1 

X 


no 


"3 R 
o o 


. 58 


AlUM 


Z O J 7 


O 


ATA 


Q O i1 


X X . 


yl C O 
. 30 


7 
O / . 


R1 Q 


o o 


1 n 7 
* X U / 


1 

X 




9 9 
z z 


R7 
. o / 


ATOM 


2640 


N 


HIS 


385 


13 . 


.297 


36. 


,211 


36 


.195 


1 


. 00 


13 


.25 


ATOM 


2641 


CA 


HIS 


385 


13 . 


.545 


36. 


,434 


37 


.618 


1 


.00 


13 


.25 


ATOM 


2642 


CB 


HIS 


385 


13 . 


.005 


35 . 


.283 


38 


.447 


1 


.00 


5 


.73 


ATOM 


2643 


CG 


HIS 


385 


11 . 


.537 


35 . 


, 076 


38 


.326 


1 


.00 


5 


.73 


ATOM 


2644 


CD2 


HIS 


385 


10 . 


.803 


34 . 


,416 


37 


.402 


1 


.00 


5 


.73 


ATOM 


2645 


NDl 


HIS 


385 


10 . 


. 651 


35< 


.516 


39 


.281 


1 


.00 


5 


.73 


ATOM 


2646 


CEl 


HIS 


385 


9. 


.430 


35. 


. 126 


38 


.958 


1 


, 00 


5 


.73 


ATOM 


2647 


NE2 


HIS 


385 


9. 


.496 


34 . 


.456 


37 


.820 


1 


. 00 


5 


.73 


ATOM 


2648 


C 


HIS 


385 


15, 


.024 


36. 


.533 


37 


.906 


1 


.00 


13 


.25 


ATOM 


2649 


O 


HIS 


385 


15, 


.859 


36. 


.234 


37 


.065 


1 


.00 


5 


.73 


ATOM 


2650 


N 


THR 


386 


15, 


.351 


36. 


.946 


39 


.114 


1 


.00 


13 


.73 


ATOM 


2651 


CA 


THR 


386 


16, 


.744 


37. 


.043 


39 


.494 


1 


.00 


13 


.73 



140/150 



FIG. 3TT 





o c o 


v-o 


TIJD 

1 rlK 




1 "7 

X. / • 




ft 

J 0 ' 


• ^ V/ft 


A ft 

fx \J 


.462 


\ ^ 


00 


34 . 


3 9 




O C c; o 

^ O D J 


r\cx'\ 




J 0 0 




Q^ft 


"X ft 
J 0 


. 298 


41 


.4 06 




00 


34 . 


3 9 


a TOM 


O <C c: il 


\^yjZ 


1 ritv 


J 00 


1 "7 
J. / . 


1 c;7 


'X Q 

J j7 


.506 


3 9 


.6 99 




00 


34 . 


3 9 




O 

^ O 3 Z> 




"TWO 


"5 H 
J 0 D 


J. / . 


1 ft 

. X J 0 


J 13 


. 762 


ft V 


.185 


\ _ 


00 


13 


73 




O C C 


r\ 
\J 


1 rirC 


1 ft 
J 0 0 


X 0 . 


9 ft '7 
. ^ 0 / 


A 
J *± 


Q9 ft 

. 27 VJ 


4 ft 


.4 69 




00 


34 . 


3 9 




O C C T 


Kl 

JN 


TT C 


1 la T 

JO/ 


1 ft 

X 0 . 


^ 1 
. 1 J J 


J 3 


A 1 
. Oft X 


A ft 

ft V 


. fx 0 j7 


X • 


on 


7 ^ 


70 






L.A 


TT IT 


JO/ 


X7 . 


ft ftp 

■ u u 0 


J^ 


A QQ 
• ft 7 7 


A 1 

ft X 


. X 0 ^ 




00 


7 ^ 


70 


Al WlYl 


O £E= O 




TT 17 


Jo/ 


0 ft 

z u . 


4 Q9 


A 

Jrr 


. / ft J 


A1 

ft X 


. 442 




00 


16 . 


33 


TV rrt/SfJt 


^ OO U 


\^\jZ 


TT T7 


JO/ 


Z X r 


. u / 0 


J J 


. 0 ^ X 


A 9 
ft ^ 


T no 

. J V ^ 




ftft 


16 . 


33 




^ DO ± 




TT T? 


Jo/ 


X 


9 ^ 


'XA 
J fx 


ft Q'3 

• 0 17 J 


A ft 

ft V/ 


. 12 6 




00 


16 . 


3 3 


AXUM 






TT TT 
X XjCj 


"J Q T 
JO/ 


z z 


. /JO 


J D 


. X J 0 


A ft 
ft U 


"3 '3 A 
. J J ft 


1 

X . 


n ft 


16 . 


. J J 


TV rpr>«« 


^ £Z C 

Zoo J 


L. 


T T T? 


"2 Q "7 

Jo/ 


1 ft 
X 0 


9 ft 

. ^ 0 b 


■5 A 
J ft 


"3 ft ft 
. J U U 


A 9 
ft ^ 


A Q 1 

« ft 27 X 


X • 


ft ft 


7 ^ 


7 0 


AiUM 


ZOO*k 


O 


T T IT 
XXiCi 


"5 Q T 

Jo/ 


X / 


ft Q ft 
. 0 J7 0 


"X "X 
J J 


1 ftft 

. X 0 0 


A 9 
ft ^ 


ftl c; 
• 0 X ^ 


3^ ^ 


on 


16 


3 3 


TV TTyKA 

ATOM 


O £ ^ C 


AT 


AT A 
AXjA 


"3 Q Q 
J 0 0 


1 ft 
XO 


ft Q ft 

. u ^ 0 


J D 


"3 7 Q 

. J / 17 


A "3 
ft J 


0 An 
. z ft / 


1 

X . 


ft n 


2 


0 0 


ATOM 




TV 

v-A 


AT A 
AXjA 


"a Q Q 
JOO 


X / 


A ft A 


J D 


. Z y y 


A A 
ftft 


c;9 1 

. 3 Z X 


1 

X . 


ftft 


9 


on 


ATOM 


2557 


on 
Co 


ATA 

AIjA 


0 Q 0 
JOO 


X / 


. J o4 


J 5 


• ODO 


A 

ft D 


1 0*3 
. X 0 J 


X • 


ft ft 


9 ft 
z 0 < 


ft ^ 


ATOM 


^ 55 o 




ATA 

AXjA 


*2 Q Q 
JOO 


X3 


Oft A 

. yofc 


•3 A 
J 4 


■ / 0^ 


A A 
ftft 


•3 "3 
■ J 0 J 


X • 


ftft 

> \J\J 


9 


00 


ATOM 


z55y 


O 


ATA 

AXjA 


Q Q 
JOO 


XD 


. DDI? 


J J 


Q ft 1 
. 7 UX 


A 

rl D 


• X z 0 


X . 


ftft 


9 ft 
^ 0 • 


ft R 

> \J 3 


ATOM 


T ^ T n 


XT 

N 


OT TT 

CXjU 


0 Q Q 

J 0 y 


X D 


OCA 

. ^ bfl 


J D 


9 A 
. Z ft b 


A "3 
ft J 


"3 c: "3 
. J 3 J 


X . 


ft ft 


1 ft 
X 0 . 


"3 7 

. J / 


ATOM 




OA 

UA 


OT TT 


Joy 


X J 


ft ft ft 

. 0 0 u 


"3 A 

J fi 


ft 1 ft 
.0x0 


A "3 
ft J 


ft Q 
. U 7 3 


X . 


ftft 


1 ft 
J. 0 . 


"3 7 

. J 1 


ATOM 


o T o 
Zo I Z 


OD 


OT TT 


"3 Q Q 

J 0 y 


X J 


1 ft 
. X 0 J 


J D 




A 9 
ft ^ 


. X 0 X 


X . 


ftft 


"3 ft 
J \J . 


^ ft 
. 0 0 


ATOM 


O ^ T "3 




OT TT 


Q Q 

J 0 y 


X J 


ft ft 


J / 


1 Q1 

. X 17 X 


A 9 
ft Z 


T 9 
. /ZD 


X • 


ftft 


"3 ft 
J \J . 


ft 

. D 0 


TV T'/^mi 


O ^ "7/1 

4£ 5 /4 


CU 


OT TT 


"3 fi Q 

J 0 y 


X^ 


Cft ft 

. 0 0 u 


"i. ft 
J 0 


. zzo 


A 1 
ft X 


^QA 


X • 


ftft 


"3 ft 
J \J . 


. 0 0 


TV T'/^XiT 

AlUM 


O T C 

4^5 /b 


OCi J. 


OT TT 


'3 fi 0 

J 0 y 


±.Z 


A T R 
. 4 / D 


J / 


.Off 


A ft 


t^ft "3 
. Dw J 


X • 


ftft 


'3 ft 
J \J • 


• 0 0 


ATOM 


2 575 


Ori2 


OT TT 


0 Q Q 

J 0 y 


XZ 


ft 

. D 0 J 


J y 


A ft ft 
. ^ UO 


A 9 
Z 


ft 

. UDX 


X < 


ftft 


"3 ft 
J u • 


> 00 


Ai UM 


O ^ T "7 

Zo 1 I 


L. 


OT TT 


Q Q 

Joy 


X J 


ft ft ft 

. 0 u u 


J J 


A "3 1 
. ft J X 


A 9 
rt Z 


Aft'3 
. ft 0 J 


X . 


ftft 


1 ft 

XO • 


•^7 
■ J 1 


TV rp/-\R/r 
AiUIVl 


o in Q 
2 5 /o 


r\ 
U 


OT TT 
CXjU 


Q Q Q 

Joy 


X Z 


ft 0 "7 
, OZ 1 


"3 0 
J Z 


'7 ft A 


A 9 
ft Z 


"7 ft 

. / u 0 


X . 


ftft 


ft 

J u • 


• 0 0 


AJ-UM 


2 5 / y 


XT 


T*'D 0 


'2 0 n 

J y u 


Xft 


ft ft 1 
. 0 U J 


"3 "3 
J J 


ft ft 
. U 0 b 


A 1 
ft X 


C ft A 
. 0 0 ft 


X < 


ft ft 


1 "3 

X J < 


7 


A T^r^M 

AiUN 


o c: Q n 
2 b o U 


OA 

L.A 


1 KP 


J y u 


X 


ft 1^ ft 
. 0 D 0 


"X 1 
J X 


"7 ft <^ 
. / 0 D 


A 1 
ft X 


ft A A 

. U ft fr 


]_ 


ftft 


1 "3 
X J • 


7fi 
. / 0 


ATOM 


2 b o ± 


OQ 

Chi 


"yo 0 
1 Kf 


Q n 
J y u 


X D 


ft 

. y / 0 


J X 


'7 A "3 
. / ft J 


A ft 

ft \J 


ft ft 

. u 0 


X . 


ft ft 


7 


. 4 1 


TV T'/^IVA 


O C Q O 

2 5o2 


oo 
CC 


X Kf 


"3 Q n 

J y u 


X 0 


. D / 0 


"3 0 
J Z 


• ^ X 7 


"3 ft 
J 0 


. 0 J 27 


X < 


ftft 


7 


. 4 1 


AivJIYl 


O £ D 

2 bo^ 


CU2 


X Kir 


J y u 


X4 


0 


J X 


. OOJ 


"3 n 
J / 


'7Qft 


1 

X • 


ftft 


/ < 


A 1 


TV 'TT\KA 


O ^ Q /I 

2 5o4 


OCO 


X Kr* 


"5 Q n 
J y u 


Xfl 


. DDft 


J ^ 


A ft 1 
. ft U X 


•3^; 
J 0 


RQl 

• 327X 


X • 


ftft 


7 


A 1 

• ft X 


A rpz-Niv/f 
AIUM 


O f o c 
2 5oD 


OTn 


X Kf 


Q n 
J y u 


X J 


.0X7 


•3 ft 
J U 


. OJ Z 


"3 T 
J / 


0*3 

. 27 J 3 


X . 


ftft 

. \J\J 


7 


. 4 1 


ATOM 


O ^ Q ^ 

2 6 oo 


OT~\1 

CUl 


X KF 


"3 Q n 

J y u 


X b 


. x^ y 


"3 "3 
J J 


0 0 Q 
. ZZ^ 


J / 


0*3 9 

. 27 J Z 


T 

X . 


ft ft 


/ 


A 1 

. ft X 


AlOM 


2 687 


NEl 


X Kf 


"3 0 r» 

J y u 


X D 


C cr >i 


'3 "3 
J J 


■3 A 1 
. J ft X 


"3 C 

J b 


•7 ft T 
. / U X 


X . 


ft ft 


f 


A 1 
. ft X 


A 'T'/~WI 


O £ Q O 

2 b o o 


017 o 


i Kf 


"5 0 n 
J y u 


X J 


. 0^ Z 


"3 9 
J Z 


. X ^ X 


"3 ci 
J D 


<^*3 ft 
. 3 J U 


1 

X . 


ft ft 


7 


A 1 
. fx X 


ATOM 


2 68 9 


0*7 0 
C^ J 


X KF 


Ton 

J y u 


X z 


"7 c n 
. / D U 


^3 ft 
J U 


'3 c: Q 
. J DO 


"3 

J b 


ft ft "3 
.OOJ 


n 

X . 


ft ft 


/ 


A 1 

. t X 


ATOM 


2690 


CH2 


TRP 


"3 Q 

J y u 


X 2 


'7 Q Q 

. / 0 y 


"3 T 
J X 


. X Ufl 


"3 

J D 


*7 ft ft 


X . 


ft ft 


/ 


A 1 
. ft X 


ATOM 


2591 


0 

C 


J. RF 


jy u 


X b 


. XX5 


•3 ft 

J u 


Ti'i 
. / J J 


A 9 


lift 

. xxu 


X . 


ftft 


1 "3 
XJ 


. / 0 


ATOM 


2592 


0 


TRP 


0 Q rt 

J y 0 


X4 


A A T 


2 y 


*? ft "7 
. / U / 


A 9 


T AA 
. X44 


X . 


ftft 


•7 
/ 


A 1 
. fx X 


ATOM 


2693 


N 


T 

Liio 


jy 1 


X5 


. U /4 


J 1 


ft T 1 
. U XX 


A 9 
fl 2 


Q Q"7 

« yo / 


X < 


ftft 


J 


> X D 


ATOM 


2694 


CA~ 


LYS 


391 


15 


. 4 Id 


J u 


Tie 
. XX5 


A A 


. U /O 


X ~ 


ftft 


•a 
J 


. X D 


ATOM 


2695 


CB 


LYS 


3 91 


1 / 


. 4 y X 


J 0 


. /bo 


A A 

4 4 


0 A c 
. y4D 


X 


ft ft 


T "7 
X / 


HA 
. / ft 


ATOM 


2 696 


00 

CG 


LYS 


3 91 


17 


. /y4 


"3 n 
J U 


r\ /I T 
. Uh I 


A C 

4 b 


0 A C 

.24 b 


X 


ft ft 


X / 


"7 A 
. / ft 


TV rri/^» jr 

ATOM 


2697 


CD 


LYS 


3 91 


1 y 


r\ Q 
. U b y 


"3 A 
J 0 


C Q 0 

. Dy 2 


A a 
4 b 


Q Q £ 

. 0 0 b 


X 


ft ft 

. u u 


1 "7 
X / 


T A 
. / ft 


ATOM 


2698 


CE 


LYS 


391 


19 


A Q A 

. 4 94 


2 y 


. / /D 


A Q 

4 0 


1 T "3 
. XXJ 


X 


ft ft 


X / 


T A 
. /ft 


ATOM 


2699 


NZ 


LYS 


391 


20 


.841 


30 


.179 


48 


.640 


1, 


.00 


17 


. 74 


ATOM 


2700 


C 


LYS 


391 


15 


.140 


29 


.861 


44 


.881 


1 


.00 


3 


.15 


ATOM 


2701 


0 


LYS 


391 


14 


.837 


28 


,719 


45 


.242 


1 


.00 


17 


.74 


ATOM 


2702 


N 


GLU 


392 


14 


.372 


30 


.920 


45 


.119 


1 


.00 


2 


.00 


ATOM 


2703 


CA 


GLU 


392 


13 


.126 


30 


.814 


45 


.859 


1 


.00 


2 


.00 


ATOM 


2704 


CB 


GLU 


392 


12 


.483 


32 


.190 


45 


. 996 


1 


. 00 


47 


.37 


ATOM 


2705 


CG 


GLU 


392 


11 


. 075 


32 


.162 


46 


.601 


1 


. 00 


47 


.37 


ATOM 


2706 


CD 


GLU 


392 


11 


. 088 


32 


.382 


48 


.104 


1 


.00 


47 


.37 


ATOM 


2707 


OEl 


GLU 


392 


11 


.463 


33 


.502 


48 


.526 


1 


.00 


47 


.37 


ATOM 


2708 


OE2 


GLU 


392 


10 


.726 


31 


.447 


48 


.860 


1 


.00 


47 


.37 


ATOM 


2709 


C 


GLU 


392 


12 


.151 


29 


.896 


45 


.141 


1 


.00 


2 


.00 


ATOM 


2710 


0 


GLU 


392 


11 


.522 


29 


.027 


45 


.757 


1 


.00 


47 


.37 



141/150 




FIG. 3UU 



TV T^OM 


Z / ± X 






O i7 J 


X Z . 


> U X o 


■3 n 


lift 

> X X 0 


ft 0 • 


I 0 .9 3 


2_ , 


00 


3 . 


75 


AiUrl 


Z 1 LZ 


L.A 


T T?TT 


"3 Q 
J y J 


1 1 
X X . 


. X -Lrt 


z 7 • 


> J D 0 


49 
ft z • 


. 27 -7 W 




00 


3 . 


75 


AiUlYl 


Z / X J 




T CTT 
XlhiU 


1 Q T 

J y O 


X X . 


n R "3 

. U O J 


z y . 


Q c:ft 
. y D 0 


4 1 

fx X . 


R Q4 

. D ^ft 


, 


n n 

VJ VJ 


2 . 


0 0 


AiUM 


Z / 




T "CTT 


J y J 


X u < 


. X D y 


■3 1 

J X . 


1 4 

, X ft D 


4 1 
fx X . 




1 . 


00 


2 . 


00 




OTIC 


L.iJX 


T 177 T 


Q "3 
o y O 


X u < 


. O 3 z 


"3 1 
J X < 


> 0 0 X 


"3 Q 

J y < 


. y 0 z 




0 0 


2 , 


0 0 


AiUJVl 


z /Xo 


K^lJZ 


T TTTT 


1 Q "3 
3 7 J 


Q 

O . 


ion 


"3 n 




4 1 
ft X < 


I 3 7 0 




on 

VJ VJ 


2 . 


00 


TV rp/^M 

AlVjIrl 


Z f ± f 


/I 
V- 


T T?TT 




X X < 


> ^ o / 


Z f . 


ft Q4 
1 0 7ffc 


49 
ft z ■ 


ft ft9 
1 0 0 z 




00 


3 . 


75 


AiUM 


Z / Xo 


U 


T T7TT 


Q "3 
O 7 ^ 


X U 1 


> o z u 


z / < 


1 U Z 7 


49 
ft z • 


840 


3_ ^ 


00 


2 . 


00 


TV rri/^vi 


Z / X7 




TT 17 


Q A 
J 17 ft 


X z < 


•7ft T 
./Of 


Z / • 


• 0 J z 


42 , 


ft R7 

> 0 D / 




00 


11 , 


25 


AiUln 


z / z U 


CA 




"3 04 


1 "3 

X J . 


"34 "3 
. J fx J 


z 0 . 


9 Q1 
. z 7 X 


4 2 


734 


1 . 


0 0 


11 . 


2 5 


Al UIVl 


Z 1 Z 1. 




T T C 


"3 Q A 




P "3 Q 

. o J y 


z 0 . 


. J J7 0 


4 9 

fx z , 


. ft VJ 0 


1 . 


0 0 


2 . 


0 0 


Al UM 


O "7 O O 
Z /ZZ 


v_iaz 


TT I? 




X D < 


. O X D 


z 3 < 


nop 

. VJ z 0 


42 


,4 23 


1 . 


00 


2 . 


0 0 


A 

AlvJIYl 


O "7 O O 

z 1 Z^ 


^LjX 


TT TT* 


'3 Q A 
J y^ 


1 A 


. y D y 


z / . 


. V 7 V/ 


4l 


.050 




00 


2 , 


0 0 


TV T'^M 


O "7 O >l 
Z /z4 


L.iJX 


TT IT 


Q A 

J 57 4 


X O < 


. J fx 3 


Z / . 


1 

. X 0 y 


4 n 

fx \J . 


c;94 


2^ ^ 


n n 

VJ VJ 


2 . 


00 


A'P/^IUI 

AiUIYl 


O T O C 
Z /Z 3 


\^ 


TT t? 


'S Q A 
J 574 


1 "3 
Xo . 


• X VJfc 


9 c; 
Z 3 . 


A^C 
■ fx D 0 


A "3 
ft J 1 


Q ft 0 

• 17 0 V 


]_ ^ 


00 

V VJ 


11 . 


25 


TV »P01WI 

AiUiVl 


O T O 

z /z b 


U 


TT T? 


'3 Q A 
J 57 ft 


xz . 


. b fi 57 


OA 
Zft < 


t 0 X J 


49 

ft J , 


• 7 U X 


1 

X • 


00 
VJ yj 


2 , 


00 


Ai UM 


O "7 O 

z 1 Z 1 


"NT 


1 XK 


Q 
357D 


XJ . 


^ Q1 
. J 57 X 


9 ^ 

z b . 


n Rft 


4 

fx Zj . 


1 97 
• X z / 


1 

X . 


00 


24 . 


41 


ATOM 


O "7 O Q 

Z f Zo 


v^A 


1 xK 


o Q c; 

-3 i7D 


XJ 


1 OA 

. xyft 


9 

ZD . 


4 '3'7 
. flj / 


4 

ft 0 1 


4 99 
> ft z z 


n 

X • 


00 

VJ VJ 


24 , 


4 1 


TV rp/^*jf 


2.113 


CB 


1 IK 


o o c 

J y D 


1 "3 
X J 


7 0 
. / D Z 


z b 


"3 "7 P 


4 T 

ft / . 


4 Q9 
. ft y z 


X * 


00 

VJ VJ 


24 


18 


TV rp/^lVA 


O "7 "3 r\ 

z / J U 




1 iK 


"2 Q C 

J y o 


X J 


7 c: n 


Z D 


R 1 
. 0 D X 


4 P 

ft 0 . 


0 0 9 
. y u -J 


]^ ^ 


on 

VJ VJ 


24 


18 


TV T'/^TU! 

Al OM 


O 7 "D T 

z / J 1 


UUX 


1 xK 


"3 Q C 

o y o 


X ft 


"74 Q 
. / ft y 


Z ft 


Q Q '7 

. y y / 


4 Q 

ft y . 


"3 c; R 

. J D D 


X . 


n n 

VJ VJ 


94 

Z ft « 


1 R 
> X 0 


ATOM 


O "7 

Z13Z. 


uhlX 


i xK 


O Q C 
J 57 D 


1 A 
X4 


Q 4 
. / 04 


0 A 
Zfl 


'74 
. D /fx 


n 

DU ' 


^ P 1=; 
. b 0 D 


1 

X . 


0 n 

U VJ 


94 

Zft < 


1 ft 

> X 0 


ATOM 


2733 


CD2 


TYR 


o o c 


Xz 


TOO 

. to / 


zb 


OCT 

. z b / 


A Q 

4y , 


ft 1 n 
. 0 xu 


X . 


n n 
u u 


94 
Zft . 


1 ft 

. X 0 


ATOM 


0*7 0/1 

2734 


CClZ 


i xK 


o o c 


Xz 


. oXb 


0 c; 
ZD 


ft e:4 
. 0 Dfx 


DX ^ 


1 9ft 
. X J 0 


n 

X * 


00 

VJ VJ 


94 

Z ft . 


1 ft 

> X 0 


ATOM 


2735 


CZ 


TYR 


o o c 
jy D 


T O 

X3 


. oXX 


0 c 

ZD 


1 9 
. U X 0 


RI 
DX 


t^9n 

. D /U 


X . 


nn 


OA 
Z fx 1 


1 ft 

> X 0 


TV T'/^AA 

Al UM 


O •7 O 
Z / J O 


UH 


1 xK 


"3 o c: 
J y D 


X J 


POT 
. OZ J 


Zft 


^C4 "3 
. b ft J 


R 9 
DZ 


P Q 9 

. 0 y z 


X • 


00 

VJ VJ 


94 

Zft I 


1 ft 

. X 0 


Al UM 


O 7 7 
Z 1 6 1 




1 XK 


"3 Q C 

J y o 


T T 
X X 


^ Q ^ 

. b y b 


9 

z 0 


1 c:'3 
. X D J 


4 ^ 
fx D 


9 R 
. 0 J 0 


T 

X . 


on 

VJ u 


94 

Zft < 


4 1 

> ft X 


ATOM 


O "7 O Q 

z 7 J o 


U 


1 XK 


"3 Q C 

o y o 


X X 


"3 0 Q 

. J z y 


9 Zl 
Z ft 


r» n 
. u b u 


4 9 
ft / 


n4 n 

. U ft u 


n 

X . 


n n 

VJ VJ 


94 
Z ft . 


1 R 
. X 0 


AlUM 


2 73 9 


N 


T VO 
1j X o 


O Q £r 

J y b 


X U 


p 0 4 

. 0 Z ft 


9 C 

z b 


inn 
. X u u 


4 <^ 
ft 0 


9 19 
. J X Z 


X . 


n n 


7 


1 2 


TV m/^K/t 

ATOM 


2 74 0 


CA 


LYS 


J y b 


Q 

y 


7 0 7 


7 C 

z D 


.001 


4 

ft b 


4 R ^ 

. ft 0 b 


X . 


n n 
u u 


7 
/ . 


1 9 
, X z 


ATOM 


2 74 X 


Co 


Li xib 


O O £ 

J y b 


Q 
O 


c; Q ^ 
. 3yb 


9 "7 
Z / 


AO 
. X ft z 


4 C 

fib 


. u y y 


n 

X • 


0 0 

. VJ VJ 


1 4 

x^ . 


4 9 
i ft J 


AiOM 


z /4z 


/-I /-I 


T VO 

Xt X o 


o c 
oy b 


Q 
O 


CAR 


Oft 

z 0 


.ZD/ 


4*7 
ft / 


1 94 

• X Jft 


X • 


00 

. VJVJ 


1 4 

Xft 1 


49 
. ft J 


TV rp/^lk/T 
AiUM 


O T /I O 

z /4 J 


on 


T VO 

Xix o 


O Q £ 

oy b 


/ 


. ybb 


0 Q 

z y 


c:i *3 
. dxj 


4 

ft D 


^94 
. 0 jft 


1 

X • 


on 

. \J VJ 


14 


4 9 
. ft J 


ATOM 


z /44 




T VO 

Xjx o 


"3 Q C 

J y b 


/ 


. 0 / J 


"3 n 


. D / X 


4 9 

ft / 


999 

. / Z J 


X . 


00 

. VJ VJ 


1 4 

Xft < 


A 9 
. ft J 


TV rpy^V/T 


O "7 j1 C 
Z /4 3 


INZi 


T VO 
Xi X o 


"3 Q <C 

J y D 


7 

/ 


"3 0 1 
. J Z X 


"3 1 

J X 


R Q 
. 0 D y 


4 7 


1 P P 
. X 0 0 


3^ 


00 


14 


4 9 


AIOM 


z /4 b 


v_ 


T VO 

Xj X o 


"3 Q C 

o y b 


p 

o 


. 0 D X 


9 4 
Z ft 


<^ P Q 

. D 0 y 


4 

ft D 


911 
. /XX 


X . 


0 n 


7 


. 12 


AlUM 


O "7 /I 7 

z /4 / 


U 


T VO 

Xi Y o 


"3 Q C 

o y b 


7 
/ 


R 0 4. 
. 0 Z ft 


9 4 
Z ft 


IIP' 
. X X 0 


4 

ft 0 


n R 9 

. VJ 0 z 




n n 

. VJ VJ 


14 


. 4 3 


TV T'OM 

AIUIYI 


Z /4 O 


JM 


OT IT 


■3 Q 

J y / 


Q 

y 


^AQ 

. 0 fi y 


9 4 
Z ft 


"3 1 P 
. J X 0 


44 


*^4 n 
. 0 ft w 




00 


27 


. 9 1 


ATOM 


z74 9 


A 

L.A 


/^T TT 


O O T 

jy / 


Q 

y 


. X4 b 


9 "3 
Z J 


1 Q "7 

. X y / 


4 9 
ft J 


9 Q n 
. / y u 


X . 


n n 

. VJ VJ 


9 9 

z / 


Q1 

. -7 X 


TV rpf^jji 

AlUM 


O T C 


Co 


/^T TT 


Q "7 

jy / 


y 


,0/0 


9 "3 
Z J 


4 9ft 
• fx Z 0 


4 9 
ft z 


9 9 n 

. J 0 VJ 




00 

• VJ \J 


9 ^ 

Z D < 


. 61 


ATOM 


2751 


CG 


GLU 


O Q "7 

J y / 


y 


ICQ 

. Xb J 


9 0 
ZZ 


9 9 "7 
. J Z / 


4 T 
4 X 


9 9 Q 
. J J y 


1 

X . 


0 0 


9 

ZD 


. D X 


ATOM 


2 752 


CD 


r*'X TT 


O Q '7 

o y / 




•7*5 n 
. /z U 


9 9 
Zz 


ACA 
. 4 b4 


4 n 

ft u 


ft 

. 0 Db 


X . 


00 
1 KJ VJ 


9 R 
Z D 


• OX 


ATOM 


2 753 


OEl 


GLU 


O Q "7 

J y / 


■7 
1 


1 "3 A 
. X J 4 


9 *3 
Z J 


9 C 
. D J D 


A 1 
ft X 


.XXX 


1 

X < 


0 0 
1 VJ VJ 


9 

Z D 


• 0 X 


TV rn/^KA 

ATOM 


2 754 


0E2 


GLU 


O Q "7 

3 y / 


"7 


T Q "3 
. Xo J 


9 1 
Z X 


9 ^ 
. Dz b 


4 n 
ft (J 


9 19 
. Z X J 


X . 


n n 

> VJ VJ 


9 R 
Z D 


1 

. b X 


ATOM 


2755 


C 


GLU 


7 Q "7 

3 y / 


y 


•7 C 0 
. / OZ 


9 1 
z X 


Q 01 

- y u X 


4 4 
1 ft 


9 n Q 
. J VJ y 


-1 

X . 


n n 

. VJ VJ 


9 9 
z / 


Q 1 
. y X 


ATOM 


2756 


o 


GLU 


3 97 


9 


. 094 


z U 


Q C C 
.ODD 


4 4 


•3 m 

. J U X 


X . 


n n 


9 

Z D 


c 1 
. b X 


ATOM 


2757 


N 


VAL 


398 


11 


.003 


0 1 
Z 1 


Q "7 C 

. y /b 


44 


"7 £n 
. / bX 


X . 


n n 
. UU 


1 Q 

xy 


1 A 
. Xft 


ATOM 


2758 


CA 


VAL 


398 


11 


.701 


20 


.813 


45 


.296 


1. 


.00 


19 


.14 


ATOM 


2759 


CB 


VAIi 


398 


13 


.206 


21 


.106 


45 


.592 


1, 


.00 


2 


.00 


ATOM 


2760 


CGI 


VAL 


398 


13 


.939 


19 


.825 


45 


.941 


1, 


.00 


2 


.00 


ATOM 


2761 


CG2 


VAL 


398 


13 


. 857 


21 


.769 


44 


.402 


1 , 


. 00 


2 


.00 


ATOM 


2762 


C 


VAL 


398 


11 


. 016 


20 


.382 


46 


.594 


1. 


. 00 


19 


.14 


ATOM 


2763 


o 


VAL 


398 


10 


. 810 


19 


.185 


46 


. 829 


1 . 


. 00 


2 


.00 


ATOM 


2764 


N 


MET 


399 


10 


.642 


21 


.366 


47 


.420 


1 , 


.00 


22 


.42 


ATOM 


2765 


CA 


MET 


399 


9 


. 969 


21 


.114 


48 


.693 


1 


. 00 


22 


.42 


ATOM 


2766 


CB 


MET 


399 


10 


.111 


22 


.305 


49 


.635 


1 


.00 


20 


.89 


ATOM 


2767 


CG 


MET 


399 


10 


.947 


21 


.968 


50 


.854 


1, 


.00 


20 


.89 


ATOM 


2768 


SD 


MET 


399 


12 


.603 


21 


.419 


50 


.367 


1. 


.00 


20 


.89 


ATOM 


2769 


CE 


MET 


399 


13 


.360 


21 


.155 


52 


.002 


1. 


.00 


20 


.89 



142/150 



10/501002 



FIG. 3W 



A "POM 


2770 




MET 


3 99 


8 . 


504 


20 . 


808 


48 . 


455 


1 , 


. 00 


22 . 


42 




2 771 


o 


MET 


3 99 


7 , 


891 


20 . 


, 052 


49 . 


,210 


1 . 


. 00 


20 . 


89 


a TOM 




NT 

IN 




400 


7 , 


948 


21 . 


4 03 


47 . 


, 406 


1 , 


. 00 


28 . 


60 


I\ 1 \Jri 


Z, 1 1 J 


OA 


A 


A n n 


6 . 


565 


21 , 


,150 


47 . 


, 04 9 


1 , 


. 00 


28 . 


60 


ATOM 


9 "7 "7 4 


PR 


ASN 


4 0 0 


6 . 


481 


19 , 


736 


46 . 


, 459 


1 , 


. 00 


81 . 


18 


ATOM 


^ t 1 ^ 






Ann 


5 . 


100 


19 , 


, 387 


45 . 


. 951 


1 , 


. 00 


81 . 


18 


ATOM 


4C> / r O 


oni 




Ann 


4 ^ 


599 


18 . 


,282 


46 . 


, 199 


1 , 


. 00 


81 . 


18 


ATOM 


A 1 / t 






Ann 


4 ^ 


,479 


20 . 


. 318 


45 . 


,219 


1 , 


. 00 


81 . 


18 


ATOM 




r* 


ACM 


A on 


5 . 


62 9 


21 , 


. 282 


48 . 


, 257 


X 


. 00 


28 . 


60 


ATOM 






A GM 


4 00 


5 . 


2 57 


22 . 


,426 


48 . 


.589 


1 


. 00 


81 . 


18 


a TOM 


Q T Q n 




/I n n 

J 1 U V 


X VJ VJ X 


2 2 . 


.73 6 


4 


627 


3 1 . 


. 172 


1 


. 00 


20 . 


00 


A TOM 


OTP! 


^Z 


"5 4 n n 

J*i \J\J 


1 n ni 

X U VJ X 


2 2 . 


276 


5 


9 04 


3 1 . 


.111 


1 


, 00 


20 . 


00 


ATOM 


O TO O 
^ / O 1^ 


Ml 
In X 


"5 4 n n 

J *± u u 


1 n n 1 

X U U X 


23 


,156 


6 


. 818 


30 


. 322 




. 00 


20 , 


00 


ATOM 


^ / O .J 


OA 


"5 4 n n 

J ft u 


1 n n 1 

X \J VJ X 


9 A 


9 R 
, ^ J :j 


6 


, 108 


29 


.84 8 


1 


. 0 0 


20 . 


00 


ATOM 


O "7 Q A 


G1 
OX 


•a ^ fk n 
J ^ u u 


1 nn 1 

X VJ U X 


9 A 


1 9 

• X ^ J 


4 ^ 


, 3 75 


3 0 


, 081 


1 


. 00 


20 . 


. 00 


ATOM 


O "7 ft 


01 <^ 


•3 4 r\ n 
o u u 




9*7 


1 *1 o ^ 




. •* J** 


27 


. 874 


1 


. 00 


20 . 


, 00 


ATOM 




IN J 


•5 4 fl n 


1 nm 

X u V X 


97 


• ^ O 7 


7 


. 776 


27 


. 927 


1 


. 00 


20 . 


, 00 


ATOM 


O T ft '7 


OT T 
^X / 


J rt U 1/ 


1 nm 

X V V X 


9 


7 A Q 


o 

o , 


. 622 


28 


. 53 8 


1 


. 00 


20 , 


, 00 


a TOM 


O '7 P ft 


01 1 
^X X 


o 4 rj n 
J u u 


1 n m 

X U U X 


9 R 


ft 

I O X o 


8 


. 1 13 


29 


.190 


1 


. 0 0 


20 . 


. 00 


A 1 KJl'l 


O "7 P Q 


01 


A n n 
J *± u u 


1 n m 

X U VJ X 


9 R 


444 


6 


726 


29 


.175 


1 


. 0 0 


20 . 


. 00 


AT'OM 
A 1 KJV'l 


o '7 Q n 


01 Q 

X J? 


"5 A n n 
J ri u u 


X VJ VJ X 


9 


> J o / 




.8 87 


28 


.516 


1 


. 0 0 


20 . 


, 00 




O "7 Q T 


OT 


"J A rk n 
o ^ u u 


X U U X 


9 n 


n9 1 


X V , 


. VJ X o 


9 


.44 2 




. 00 


20 . 


0 0 


ATOM 


2792 


C9 


3400 


1001 


19. 


.766 


8, 


.582 


32 


.361 


1 


.00 


20 . 


.00 


ATOM 


2793 


C3 


3400 


1001 


18. 


.521 


8, 


.129 


32 


.868 


1 


.00 


20. 


.00 


ATOM 


2794 


C12 


3400 


1001 


17, 


.569 


9 


.048 


33 


.425 


1 


.00 


20. 


.00 


ATOM 


2795 


C2 0 


3400 


1001 


17 , 


.887 


10 


.433 


33 


.471 


1 


.00 


20. 


.00 


ATOM 


2796 


C6 


3400 


1001 


19 . 


.111 


11 


.000 


32 


.997 


1 


.00 


20. 


.00 


ATOM 


2797 


C7 


3400 


1001 


20 , 


. 961 


6 


.391 


31 


.694 


1 


. 00 


20 . 


.00 


ATOM 


2798 


03 


3400 


1001 


20 , 


. 137 


5 


.549 


32 


.029 


1 


. 00 


20 , 


. 00 


ATOM 


2799 


N2 


3400 


1001 


20 


. 762 


7 


.730 


31 


.764 


1 


. 00 


20 , 


. 00 


ATOM 


2800 


C8 


3400 


1001 


19 


.395 


12 


.627 


33 


.166 


1 


.00 


20 , 


.00 


ATOM 


2801 


F3 


3400 


1001 


20, 


.299 


13 


.330 


32 


.210 


1 


.00 


20, 


.00 


ATOM 


2802 


F2 


3400 


1001 


20 


. 027 


12 


.609 


34 


.486 


1 


.00 


20 , 


.00 


ATOM 


2803 


Fl 


3400 


1001 


18 


.169 


13 


.443 


33 


.069 


1 


.00 


20, 


.00 



• END 



143/150 



10/501 



40 50 60 70 80 

JNK3 mslhf lyycseptldvkiafcqgfdkqvdvsyiakhynmSKSJfVDNQFYSVEVGDSTFWLKRYQNLKPIGSGAQGIVCAAYDAV^ 

p38 (8) FYRQELNKTIWEVPERYQNLSPVGSGAYGSVCAAFDTKTG 
ERK2 ( 9) AGPEMVRGQVFDVGPRYTNLSYIGEGAYGMVCSAYDNVNK 

-CAPK-H-I-) ' DQFDRIKTIlGTGSFGRVMIiVKHKESG " 

50 60 

II III 

I P3 V -^ 1 gC ~h -^ 1 P4 y \ pS y [p[ ^ ap I — L! 1 ^ 



90 100 110 120 130 140 150 160 170 

JNK3 RNVAIKKLSRPFQNQTHAKRAYRELVL MKCVNHKNIISLLNVFTPQKTLEEFQDVYLVMELMDANLCQVI QMELDHERMSYLLYQ 

p3 8 LRVAVKKLSRPFQSI IHAKRTYRELRLLKHMKHENVIGLLDVFTPARSLEEFNDVYLVTHLMGADLNNIVKCQKLTDDHVQFLIYQ 

ERK2 VRVAIKKISPFEHQTYCQRTLREIKILLRFRHENIIGINDIIRAPTIEQMKDVYIVQDLMETDLYKLLKTQHLSNDHICYFLYQ 
CAPK NHYAMKILDKQKWKLKQIEHTLNEKRILQAVNFPFLVKLEFSFKDNSNLYMVMEYVAGGEMFSHLRRIGRFSEPHARFYAAQ 
70 80 90 100 110 120 130 140 

VIb VII 

, L9 \ L11 , \ L12 , , , 

I 1 137 ) 1 pS ) {od-12 I 1 cF 



180 190 200 210 * * 230 240 250 

JNK3 MLCGIKHLHSAGI IHRDLKPSNIWKSDCTLKILDFGLAi?TAGraFMMTPYVVTRYYRAPEVILGMGYKENVD IWSVGCIMGEM 

p38 ILRGLKYIHSADIIHRDLKPSNIxAWEDCELKILDFGLARHTDDEMTGYVATRWYRAPEIMLNWMHYNQTVDIWSVGCIM^ 
ERK2 ILRGLKYIHSANVLHRDLKPSNLLLNTTCDLKICDFGLARVADPDHDHTGFLTEYVATRWYRAPEIMLNSKGYTKSIDIWSVGCILAEM 
CAPK IVLTFEYLHSLDLIYRDLKPENLLIDQQGYIQVTDFGFAKRVKGRTWTLCGTPEYLAPEIILSKGYNKAVDWWALGVLIYEM 

150 160 170 180 190 * 200 210 220 230 

X 

3/ 10(1)L1 4 3/ 10(2)Ll 4 

I 1 gG I 1 I 1 a2L14 I |a3Ll4[ 1 | 1 gH | 



260 270 280 290 300 310 320 330 340 

JNK3 VRHKIIiFPGRDYIDQWNKVIEQLGTPCPEFMKKLQPTVR NYVENRPKYAGIjTFPKLFPDSLFPADSEHNKLKASQARDLLSKMLVIDP 

p38 LTGRTLFPGTDHIDQLKLILRLVGTPGAELLKKISSESARNYIQSLTQMPKMNFANVFIGANPLAVDLLEKMLVLDS 
ERK2 LSNRPIFPGKHYLDQLI^ILGILGSPSQEDLNCIINLKARNYLLSLPHKI^VPWNRLFPNADSKALDLLDKMLTFNP 
cAPK AAGYPPFFADQPIQIYEKIVSGKVRFPSHFSSDLKDLLRNLLQVDL 

240 250 260 270 

XI 

LIS , , L16 



{^Ui] 1 aL16 I 



350 360 370 380 390 400 

JNK3 AKR I SVD DALQHPY INVWYDPAEVEAP P P 0Xy-Di02LDEREHTI EEWKEL I YKEVMN^jEtekt kngwkffqpspsaqvqq 

p3 8 DKRITAAQALAHAYFAQYHDPDDEPVADPYDQSFESRDLLIDEWKSLTYDEVI s 

ERK2 HKRIEVEQAIAHPYLEQYYDPSDEPIAEAPFKFDMELDDLPKEKLKELIFEE 
cAPK TKRFGNLKDGVNDIKNHKW 
280 290 



FIG.4 
144/150 




FIG. 5 
145/150 




FIG. 6 
146/150 



10/501002 





AMP-PNP 
UraciH 

Thiazolel 




FIG. 7 
147/150 



10/501 ooa 




FIG. 8 
148/150 



10/501002 




FIG. 9 
149/150 




150/150 



